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Confirmation No. 
For CONCENTRATED, STABLE 

FABRIC SOFTENING 

COMPOSITION 



PRELIMINARY AMENDMENT 

Commissioner for Patents 
Washington, D.C. 20231 

Dear Sir: 

Before computing the fees for entering the captioned Divisional Application, 
please enter the following amendment. 

IN THE SPECIFICATION 
. Page 1, line 15, please insert- 

This_is— a_ Divisional— Patent—Application— of— Patent— Application— Serial — No,- 



08/983,542, filed September 25, 1998, which is..pendiag^- 

IN THE CLAIMS A ., 

Please cancel claims 1 -1 23 without prejudice. 

Please add new claims 124-145 as follows. t (jc^j Qp> 



124. 



Principal solvent selected from the group consisting of: 



A. compound selected from the group consisting o$n L 2-butanediol, 2,3,3-trimethyl-; 
^3,4-pentanediol, 2,3-dimethyl-; 2,3-hexanediol, 4-methyl-; (2, 3-hexanedjol, 5- 
^ methyl-; 3.4-hexanediol , 2-metliyl-^ 1,2-butanediol, ^2,3,3-trimethyl-; 3,4- 
^Q^^^-^pentaned' 01 - 2,3-dimethyl-; 1,3-propanediol, 2-(1,1-dimethylpropyl)-; 1,3- 
^ propanediol, 2-(1,2-dimethylpropyl)-; 1,3-propanediol, 2-(2,2-dimethylpropyl)-; 

1.3- butanediol, 2-(1-methylpropyl)-; 1,3-butanediol, 2-ethyl-2,3-dimethyl-; 1,3- 
butanediol, 2-(2-methylpropyl)-; 1,3-butanediol, 2-methyl-2-isopropyl-; 1,3- 
butanediol, 3-methyl-2-isopropyl-; 1,3-butanediol, 3-methyl-2-propyl-; 1,4- 
butanediol, 2,2-diethyl-; 1 ,4-butanediol, 2-methyl-2-propyl-; 1,4-butanediol, 2-(1- 

'3 methylpropyl)-; 1,4-butanediol, 2-ethyl-2,3-dimethyl-; 1,4-butanediol, 2-ethyl-3,3- 

dimethyl-; 1,4-butanediol, 2-(2-methylpropyl)-; 1,4-pentanediol, 2,2,3-trimethyl-; 
~n 1,4-pentanediol, 2,3,3-trimethyl-; 1,5-pentanediol, 2,2,3-trimethyl-; 1,5- 

"] pentanediol, 2,3,3-trimethyl-; 1,3-pentanediol, 2-ethyl-2-methyl-; 1,4-pentanediol, 

-.J 2-ethyl-2-methyl-; 1,4-pentanediol, 2-ethyl-3-methyl-; 1,4-pentanediol, 2-ethyl-4- 

w methyl-; 1,4-pentanediol, 3-ethyl-2-methyl-; 1,4-pentanediol, 3-ethyl-3-methyl-; 

1.5- pentanediol, 2-ethyl-2-methyl-; 1,5-pentanediol, 2-ethyl-4-methyl-; 2,4- 
.3 pentanediol, 3-ethyl-2-methyl-; 1,3-pentanediol, 2-isopropyl-; 1,3-pentanediol, 2- 

propyl-; 1,4-pentanediol, 2-isopropyl-; 1,4-pentanediol, 2-propyl-; 1,4-pentanediol, 
;:l 3-isopropyl-; 2,4-pentanediol, 3-propyl-; 1,3-hexanediol, 2,3-dimethyl-; 1,3- 

hexanediol, 2,5-dimethyI-; 1,3-hexanediol, 3,4-dimethyl-; 1,3-hexanediol, 3,5- 
dimethyl-; 1,3-hexanediol, 4,5-dimethyl-; 1,4-hexanediol, 2,2-dimethyl-; 1,4- 
hexanediol, 2,3-dimethyl-; 1,4-hexanediol, 2,4-dimethyl-; 1,4-hexanediol, 3,3- 
dimethyl-; 1,4-hexanediol, 3,4-dimethyl-; 1,4-hexanediol, 3,5-dimethyl-; 1,3- 
hexanediol, 4,4-dimethyl-; 1,4-hexanediol, 4,5-dimethyl-; 1,5-hexanediol, 2,2- 
dimethyl-; 1,5-hexanediol, 3,4-dimethyl-; 1,5-hexanediol, 3,5-dimethyl-; 1,5- 
hexanediol, 4,5-dimethyl-; 1,6-hexanediol, 2,3-dimethyl-; 1,6-hexanediol, 2,4- 
dimethyl-; 1 ,6-hexanediol, 3,3-dimethyl-; 2,4-hexanediol, 4,5-dimethyl-; 2,5- 

hexanediol, 2,3-dimethyl-; 2,5-hexanediol, 2,4-dimethyl-; 2,5-hexanediol, _3,3- 

_dimethyl=;_2,6-hexanediol,_3,3=dimethyl=;_1.,3=hexanediol,^ethy.l=;_2,4=hexanediol i 

3- ethyl-; 2,5-hexanediol, 3-ethyl-; 1,3-heptanediol, 4-methyl-; 1,3-heptanediol, 5- 
^ methyl-; 1,3-heptanediol, 6-methyl-; 1,5-heptanediol, 3-methyl-; 1,5-heptanediol, 

4- methyl-; 1,6-heptanediol, 3-methyl-; 1,6-heptanediol, 5-methyl-; 2,4- 
heptanediol, 5-methyl-; 2,5-heptanediol, 3-methyl-; 3,5-heptanediol, 2-methyl-; 

2.6- octanediol; 2,4-hexanediol, 3,3,4-trimethyl-; 2,4-hexanediol, 3,5,5-trimethyl-; 

2.4- hexanediol, 4,5,5-trimethyl-; 2,5-hexanediol, 3,3,4-trimethyl-; 2,5-hexanediol, 
3,3,5-trimethyl-; 



C 
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=> file reg 

FILE 'REGISTRY' ENTERED AT 13:45:14 ON 01 OCT 2002 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGE TERMS " FOR DETAILS. 

COPYRIGHT (C) 2002 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 29 SEP. 2002 HIGHEST RN 457047-85-7 
DICTIONARY FILE UPDATES: 29 SEP 2002 HIGHEST RN 457047-85-7 

TSCA INFORMATION NOW CURRENT THROUGH MAY 20, 2 002 

Please note that search-term pricing does apply when 
conducting Smart SELECT searches. 

Crossover limits have been- increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. See HELP 
PROPERTIES for more information. See STNote 27, Searching Properties 
in the CAS Registry File, for complete details: 
http : / /www . cas . org/ONLINE/STN/STNOTES/stnotes27 . pdf 

=> d his 

(FILE 'HOME' ENTERED AT 12:52:17 ON 01 OCT 2002) 

FILE 1 LREGISTRY ' ENTERED AT 12:53:27 ON 01 OCT 2002 

LI STR 

L2 STR 

L3 STR 

L4 STR 

L5 STR 

L6 . STR 

FILE 'REGISTRY' ENTERED AT 13:27:32 ON 01 OCT 2002 

E C7H1602/MF 
L7 0 S LI 

L8 3 S LI FAM FUL 

L9 0 S L2 FAM 

SAV L8 HAR772A/A 
L10 11 S L2 FAM FUL 

SAV L10 HAR772B/A 
Lll 0 S L3 FAM 

L12 1 S L3 FAM FUL 

SAV L10 HAR772C/A 
L13 0 S L4 FAM 

L14 1 S L4 FAM FUL 

DEL HAR772C/A 

SAV L12 HAR772C/A 

SAV L14 HAR772D/A 
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LI 5 0 S L5 FAM 

L16 3 S L5 FAM FUL 

SAV LI 6 HAR722E/A 
LI 7 0 S L6 FAM 

L18 3 S L6 FAM FUL 

SAV L18 HAR772F/A 

FILE 'CAOLD' ENTERED AT 13:38:22 ON 01 OCT 2002 

L19 0 S L8 

L20 0 S L10 

L21 0 S L12 

L22 0 S L14 

L23 3 S L16 

L24 0 S L18 

FILE 'ZCAPLUS' ENTERED AT 13:39:10 ON 01 OCT 2002 

L25 7 S L8 

L26 9 S L10 

L27 5 S L12 

L28 5 S L14 

L29 11 S L16 

L30 7 S L18 

DEL HAR722E/A 

FILE 'REGISTRY' ENTERED AT 13:44:52 ON 01 OCT 2002 
SAV L16 HAR772E/A 

FILE -REGISTRY 1 ENTERED AT 13:45:14 ON 01 OCT 2 0 02 

=> d 18 que stat 
LI STR 

6 7 9 
CH3 CH3 OH 

* >3 

H3C-^ CH-v" C-^ CH-^" CH3 
1 2 | 4 5 

OH 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES : 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 9 



STEREO ATTRIBUTES: NONE 

L8 3 SEA FILE=REGISTRY FAM FUL LI 
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100.0% PROCESSED 2448 ITERATIONS 3 ANSWERS 

SEARCH TIME: 0 0.00.01 



=> d 110 que stat 
L2 STR 



OH 

2 | 4 
H3C^ CH^ CH-^ CH^ CK2^ CH3 
1 | 3 ^ 5 6 

OH CH3 
7 9 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 9 



STEREO ATTRIBUTES : NONE 

Lio 11 SEA FILE=REGISTRY FAM FUL L2 

100.0% PROCESSED 6038 ITERATIONS 11 ANSWERS 

SEARCH TIME: 00.00.01 



=> d 112 que stat 
L3 STR 



OH 

2 I - 5 ' 

H3C^ CH^ CH- CH2- CH^ CH3 
1 | 3 4 ^ 6 
OH CH3 
7 9 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: „„„„„ 
RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 9 
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STEREO ATTRIBUTES: NONE 

L12 1 SEA FILE=REGISTRY FAM FUL L3 

100.0% PROCESSED 6038 ITERATIONS 1 ANSWERS 

SEARCH TIME: 00.00.01 



=> d 114 que stat 
L4 STR 

7 9 
CH3 OH 

* 3 I 
H3C-^ CH^ CHv~ CH^ CH2^ CH3 
1 2 | 4 5 6 

OH 
8 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 9 

STEREO ATTRIBUTES : NONE 

L14 1 SEA FILE=REGISTRY FAM FUL L4 

100.0% PROCESSED 6447 ITERATIONS 
SEARCH TIME: 00.0 0.01 



=> d 116 que stat 
L5 STR 

6 8 
OH CH3 

, 1 2 ^3 

X CH2^C-^C-^CH3 

I * * 4 

OH CH3 CH3 
5 7 9 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 
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GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 9 



STEREO ATTRIBUTES: NONE 
L16 3 SEA FIL1 



3 SEA FILE=REGISTRY FAM FUL L5 



100.0% PROCESSED 10i 
SEARCH TIME: 00.00.01 



10 06 ITERATIONS 



3 ANSWERS 



= > d 11! 
L6 



.8 



que stat 



STR 



7 9 
CH3 OH 



2 

CH^ 




H3C- 
1 



C^v CH^ CH3 



| 4 5 



CH3 OH 
6 8 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 9 

STEREO ATTRIBUTES: NONE 

L18 3 SEA FILE=REGISTRY FAM FUL L6 

100.0% PROCESSED 2448 ITERATIONS 3 ANSWERS 

SEARCH TIME: 00.00.01 
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=> file zcapius 

FILE 1 ZCAPLUS ' ENTERED AT 13:46:39 ON 01 OCT 2002 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2002 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS is 
strictly prohibited. 

FILE COVERS 1907 - 1 Oct 2002 VOL 137 ISS 14 
FILE LAST UPDATED: 30 Sep 2002 (20020930/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. ( 

CAS roles have been modified effective December 16, 2001. Please 
check your SDI profiles to see if they need to be revised. For 
information on CAS roles, enter HELP ROLES at an arrow prompt or use 
the CAS Roles thesaurus (/RL field) in this file. 

=> d 125 1-7 cbib abs hitstr hitrn 

L25 ANSWER 1 OF 7 ZCAPLUS COPYRIGHT 2002 ACS 

2002-271975 Document No. 136:296571 Concentrated, water dispersible, 
stable, fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo 
Jean Marie; Declercq, Marc Johan; Gosselink, Eugene. Paul ; Letton, 
James Carey; Back, Deborah Jean; Severns, John Cort; Sivik, Mark 
Robert; Vogel, Alice Marie (The Procter & Gamble Company, USA) . 
US US 6369025 Bl 20020409, 43 pp., Cont . - in-part of U.S. Ser . No. 
638 ' 024 (English). CODEN : US XX AM . APPLICATION: US 1998-983544 
19980427 PRIORITY: US 1995-PV1057 19950711; US 1996-621019 
19960322- US 1996-638024 19960426; WO 1996-US11580 19960711. 

AB Anaq., coned., stable, translucent, or preferably, clear, rinse 
added liq. fabric softening compn. provided excellent H20 
dispersibility in rinse H20, and comprises a fabric softening active 
and <4 0% principal solvent having a ClogP . apprx. 0 . 15-0 . 64 , and an 
asym. structure. Also, the compn. may contain <10% solvent selected 
from EtOH,' isopropanol, propylene glycol, 1 , 3 -propanediol , propylene 
carbonate, and mixta. In order to achieve excellent H20 
dispersibility, the molar ratio of a principal solvent of a fabric 
softening active should be .gtoreq. 3, preferably . apprx . 3 . 6 - 100 . 

IT 187727-33-9 

(coned , water dispersible, stable, fabric softening compns . ) 
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RN 187727-33-9 ZCAPLUS 

CN 2, 3-Pentanediol, 3 , 4 -dimethyl - 



(9CI) (CA INDEX NAME) 



HO OH 

I I 

i - Pr— C— CH— Me 




IT 187727-33-9 

(coned., water dispersible, stable, fabric softening compns . ) 

L2 5 ANSWER 2 OF 7 ZCAPLUS COPYRIGHT 2 0 02 ACS 

2001:863494 Document No. 135:373284 Concentrated, stable clear fabric 
softening composition. Trinh, Toan; Tordil, Helen Bernardo; Wahl , 
Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo Jean Marie; 
Declercq, Marc Johan; Gosselink, Eugene Paul; Letton, James Carey; 
Back, Deborah Jean; Severns, John Cort ; Sivik, Mark Robert; Vogel, 
Alice Marie (The Procter & Gamble Company, USA) . U.S. US 6323172 Bl 
20011127, 126 pp., Cont . -in-part of U.S. Ser. No. 621,019, 
abandoned. (English) . CODEN: USXXAM. APPLICATION: US 1998-983542 
19980925. PRIORITY: US 1996-621019 19960322; US 1996-620767 
19960322; US 1996-620627 19960322; US 1996-620513 19960322; US 
1996-621285 19960322; US 1996-621299 19960322; US 1996-621298 
19960322; US 1996-620626 19960322; US 1996-620625 19960322; US 
1996-620772 19960322; US 1996-621281 19960322; US 1996-620514 
19960322; US 1996-620958 19960322; WO 1996-US11556 19960711. 
The title fabric softener contains 2-80% actives that are either 
unsatd. , or have intermediate length chains (C12-14 ) e.g. 
N, N-di (cocooyloxyethyl) -N, N-dimethylammonium chloride, and principal 
solvents ( . ltorsim. 40%) , esp. mono-ol and diol principal solvents, 
having a ClogP . apprx . 0 . 15 - 0 . 64 , preferably . apprx . 0 . 25 - 0 . 62 , and 
more preferably . apprx . 0 . 4 0 -0 . 6 0 , which are not sym. , optionally low 
mol . wt . water-sol. solvents, and optionally water-sol. Ca and/or Mg 
salts, and the balance water. An example clear liq. softener 
contained N, N-di (cocoyloxyethyl ) -N, N-dimethylammonium chloride 27.5, 
EtOH 5.1, 1, 2-hexanediol 16%, HCl 0.005, Kathon 3 ppm, and the 
balance water. 

187727-33-9, 2 , 3 - Pentanediol , 3 , 4 -dimethyl - 

(concn. aq. clear liq. fabric softening compn. contg . ) 
187727-33-9 ZCAPLUS 

2, 3 -Pentanediol, 3 , 4 -dimethyl - (9CI) (CA INDEX NAME) 



AB 



IT 



RN 
CN 



I I 
-Pr— C— CH- 

I 

Me 
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IT 187727-33-9, 2 , 3 - Pentanediol , 3 , 4 -dimethyl - 

(concn. aq. clear liq. fabric softening compn. contg.) 

L2 5 ANSWER 3 OF 7 ZCAPLUS COPYRIGHT 2 00 2 ACS 

1998-268582 Document No. 128:323167 Concentrated aqueous clear liquid 
fabric softening composition. Wahl , Errol Hoffman; Tnnh Toan; 
Oxer, Chad JameS (Procter i Gamble Co., USA; Wahl Errol Hoffman; 
Trinh Toan; Oler, Chad James). PCT Int. Appl . WO 9817756 Al 
5980430 153 pp. DESIGNATED STATES: W: BR, CA, CN, JP, MX US 
English!. CODEN: PIXXD2 . APPLICATION: WO 1997-US18932 19971021. 
PRIORITY • US 1996-28904 19961021. 

AB Prrncipal solvents, esp. mono-ol and diol principal solvents, havxng 
a Clog? .apprx. 0.15-0. 64, preferably .apprx. 0 .25-0 .62, and more 
preferably apprx. 0.40 -0.60, have the ability to make clear aq 
faSrxc soften?? compns . contg. relatively high concns . of fabrxc 
softener actives having highly uns at d hydrocarbon moietie or 
branched chains in 2 long- chain hydrophobic groups wxth specific 
cis/trans ratios and having long chain hydrocarbon groups wxth an 
iodine value . apprx. 70 -140 for the unsatd. groups corresponding to 
fatS acids with the same no. of carbons and the same configuration. 

d compn. contains .ltorsim.40% solvents and 2-80% fabric 
softener actives, prepd. in the presence of chelatxng agent and/or 
antioxidant with reduced coloration and malodor. Premxxes of the 
Xbr?c Softening actives, the principal solvents and, optionally 
other solvents are a preferred means of addxng actives to complete 
formulations. 
TT 187727-33-9, 2 , 3 - Pentanediol , 3 , 4 -dimethyl - 

(coned, aq. clear liq, fabric softening compn. with reduced 
malodor and coloration) 
S ""pan^edior^-di^hy!- (9CI, (CA INDEX NAME) 



HO OH 

I I 

i-Pr- C- CH-Me 



tt 187727-33-9, 2 , 3 -Pentanediol , 3 , 4 -dimethyl - 

(coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 

T.2 5 ANSWER 4 OF 7 ZCAPLUS COPYRIGHT 2 002 ACS 

19^7:^021 Document No . 126:213656 Concentrated water ^spersxble 
stable fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; Demeyere Hugo 
jSan-Marie; Declercq, Marc Johan; Gossel in* ^ Eugene Paul; Letton, 
James Carev; Back, Deborah Jean; Severns , John Cort ; Sxvxk, MarK 
RSblrt? vSgel, Alice Marie; Rungta, Kamal Kumar; Sudarsana, Bona; 
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Okamoto, Mitsuyo; et al . (Procter and Gamble Company USA; Trinh, 
Toan; Tordil, Helen Bernardo; Wahl , Errol , Hoffman; Rmker 
Jennifer, Lea; Demeyere, Hugo, Jean-Marie; Declercq, Marc Johan; 
Relink, Eugene, Paul). PCT Int. Appl . WO 9703170 Al 19970130 
111 pp DESIGNATED STATES: W: AL, AM, AT,- AU, AZ , BB , BG, BR, BY, 
CA CH CN CZ DE, DK, EE, ES, FI, GB , GE, HU, IL, IS, JP, KE , KG, 
KP' S' KZ LK LR LS LT LU LV, MD, MG, MK, MN, MW, MX, NO, NZ, 
p[' Pt' RO', RU, SD', SE SG RW': AT, BE, BF, BJ, CF, CG, CH, CI, CM, 
DP DK ES FI FR GA GB , GR, IE, IT, LU, MC, NL, PT, SE . 
^Enalishf ' CODEN PIXXD2. APPLICATION: WO 1996-US11580 19960711. 
PRIORITY: " US 1995-1057 19950711; US 1996-621019 19960322; US 
1996-638024 19960426. ^ , n , 

AB The title aq., coned., stable, translucent, or preferably, clear 
rinse added liq fabric softening compns . which provide excellent 
^ Stspersibility in rinse water comprise a quaternary ammonium 

fabric softening active and a principal solvent of mainly diols or 
ITrHs. and mix?s . thereof. T? achieve the main obj of excellent 
water dispersibility , the molar ratio of a prxncipal solvent to a 
fabric softening active should be not less than 3, preferably from 
about" 3 6-ioT I.g., 1,2-hexanediol and dimethyldioleylammonium 
chloride in 25.8:? molar ratio, showing a homogeneous soln. m 50« 
diln. in cold water, 
y rn 187727-33-9 > 
1 (coned water dispersible, stable, fabric softening compns.) 

CN ^^L^diS™-di TO thyl- (9CI) (CA INDEX NAME) 



HO OH 

I I 
— C— CH— Me 



IT 187 "(concd" 9 water dispersible, stable, fabric softening compns.) 
toc: awewpo R OF 7 ZCAPLUS COPYRIGHT 2002 ACS 

L25 ANSWER 5 ot / T^f T „ i^onnfiAfi Solvents for concentrated, stable 

p^T- Letton James Carey; Back, Deborah Jean; Severns John Cort , 
lllik Mark Robert (Procter and Gamble Company, USA; Trinh Toan; 
Tordil Helen Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; 

£ 1': £ l : . S : . S : . S: S: S: S; S; S: S: S: S: S: S: 
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CH CI CM DE, DK, ES , FI, FR, GA, GB , GR, IE, IT, LU, MC, NL, PT, 
SE (English). CODEN : PIXXD2 . APPLICATION: WO 1996-US11556 
19960711 -PRIORITY : US 1995-1057 19950711; US 1996-621019 19960322. 

AB Principal solvents, esp. monools and diols, having a Clog (calcd. 
logP, where P is the octanol-water partition coeff. of the 
substance) of 0.15-0.64, have the ability to make clear aq. fabric 
ZflenTr compns . contg. relatively high concns of fabric softener 
actives having ester linkages in their long, hydrophobic chains. 
The fabric softener actives are either unsatd or have intermediate 
length chains ( . apprx. C12-14) and the principal solvents are used at 
levlls of less than about 40 %. Other solvents may be present. 
Some of the principal solvents are novel compds . and/or novel mixts. 
Prefixes of ?he fabric softening actives, the principal solvents 
and? optionally, other solvents are useful in the prepn. of complete 
formulation by obviating/limiting the need for heating. 

tt> 187727-33-9 

(solvents for coned., stable fabric softening compn.) 

CN "s-pl^^dior^-di^thyl- <9CI> <CA INDEX NAME} 



HO OH 

I I 

i - Pr- C— CH— Me 



187727-33-9 

(solvents for coned. 



L25 
1993 



stable fabric softening compn.). 
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■560002 Document No. 119:160002 Direct epoxy hydroxy ation of 
hvdroperoxy homoallylic alcohols: multidentate oxygen donor and 
oxvaen acceptor substrates in titanium ( IV) -catalyzed epoxidations . 
Ada! Wa?dema?; Nestler, Bernd (Inst. Org. Chem . , Umv Wuerzburg , 
n V !i n «7nn Rprmanv) Journal of the American Chemical 
SoSSyy g ii?a6??'7S6-S y (EngSsh) 1993. CODEN : JACSAT . ISSN: 
0002-7863 . 



R2 

"CR3 (OH) CH (OH) Me III 



The hvdroperoxy homoallylic ales . (R* S* ) -CH2 : CMeCH (OOH) CH (OH)Me and 
(S*,S*)-RlCH:CR2CR3(OOH)CH(OH)Me (I; Rl = H, Bu; R2 R3 - H Me) , 
readily available through the photooxygenation of chiral allylic 




Hardee 09/954,772 compound 1 

ales R1CH2CR2 : CR3CH (OH) Me (II), were converted to epoxy diols (III 
under the catalytic action of Ti(OCHMe2)4. In these epoxy 
hvdroxylat ions, the hydroperoxides play a double role as oxygen atom 
donor and, in the form of the in situ generated corresponding 
unsatd. diols (IV), as substrate for oxygen transfer^ Compared to 
Ti (IV) -catalyzed epoxidns . of unsatd. diols by tert-BuOOH the 
advantage of this approach is that a large rate enhancement is 
obtained. Moreover, with _ the except ^°£^ J^^^ *' n *t^" e) ' 
all react 
These res 

as~ d ^V X Toxyg^ to the titanium metal in 

' ?he cata^tically operating template. For some IV bidentate binding 
is feasible, while for other IV this is difficult due to unfavorable 
steric interactions. Important for synthetic applications is the 
fact thS II can be directly converted to III in a one-pot, two-step 
prScedSre simply by adding catalytic amts . of Ti(OCHMe2)4 to a 

?hotooxygenated soln. of II. 
50129-17-2 . 
(reaction of, with titanium tetra- tert-butoxide) 
RN 150129-17-2 ZCAPLUS 
TT 150129-17-2 

(reaction of, with titanium tetra- tert-butoxide) 

toe; ANqWER 7 OF 7 ZCAPLUS COPYRIGHT 2 002 ACS 

L25 AJNbWtK / ur , qhpreoselectivitv in the reduction of 

1973-97026 Document No. 78:97026 stereoselectivity xn >- 

aliohatic alpha. -ketols with aluminum hydride reagents. 
litSneiLnSog^n, John A. ; Bowlus, Stephen B. (Dep. Chem. Univ. 
Illinois, .Ufbarl^ m., USA). J. Org. Chem., 38 (4), 627-32 
fFnrrl i c-hH 1973 ^ CODEN : JOCEAH . . ^ ^ . 

AB Redn of feSgha . -ketols with different patterns of substitution 
and size of substituents was investigated using 7 Al hydride 
reaaents The ratio of diastereomeric diols produced was detd. by 
22? MHz NMR anal . In each case the predominant diol was the one 
predicted by Sam's cyclic model. The degree of stereoselectivity 
' a?es welfwith alpha . -ketol structure with only 1 reagent 

UriisSbu?ylaluminuia) . With the other (agglomerated) "agents, 
selectivity is related only in an irregular manner to . alpha . -ketol 
structure. 

IT 37164-04-8P 37164-05-9P 

(prepn. and configuration of, NMR in relation to) 

S 2:3"p;n 4 t ;ned?ol PL 3 S 4-di ra eth y l-, <R.,SM- (9CI, (CA INDEX NAME) 



Relative stereochemistry. 
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OH 

Me b ?C 

Me OH 

S ^-^t^S^-dimethyl-. (R*.»M- <9CI, (CA INDEX NAME) 
Relative stereochemistry. 
OH 

Me K >T 

Me OH 

IT 37164-04-8P 37164-05-9P 

(prepn. and configuration of, NMR m relation to) 
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T?6 ANSWER 1 OF 9 ZCAPLUS COPYRIGHT 2002 ACS 

2002-^975 Document No. 136:296571 Concentrated water dxspersib e 
stable fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl , Errol Hoffman; Rinker, Jennifer Lea; Demeyere Hugo 
Jeln Marie; Declercq, Marc Johan; Gosselink .Eugene Paul; Letton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sivik, Mark 
Robert? Vog4l, Alice Marie (The Procter ft Gamble Company USAK 
T7 q US 6369025 Bl 20020409, 43 pp., Cont . - m-part of U.S. Ser No . 
638*024 (English). CODEN: USXXAM . APPLICATION: US 1998-983544 
lllkoltl PRIORITY : US 1995-PV1057 19950711; US 1996-621019 
llllotll' US 1996-638024 19960426; WO 1996-US11580 19960711. 

AB An aq coned., stable, translucent, or preferably clear, rinse 
added liq. fabric softening compn. provided excellent H20 
diSnersibilitv in rinse H20, and comprises a fabric softening active 
fnd P <40% principal solvent having a ClogP .apprx.O 15-0.64 and an 
asym strScSre Also, the compn. may contain <10% solvent selected 
xrSJ-EtOH? isopropanol, propylene glycol, 1 ' J -propanediol , propylene 
r^r-bonate and mixts . In order to achieve excellent H20 
diSpersiMl^y, the molar ratio of a principal solvent of a fabric 
sof?ening active should be .gtoreq.3, preferably . apprx . 3 . 6 - 100 . 

-rrp 187727-35-1 < 
(coned., water dispersible, stable, fabric softening compns . ) 

S ^^H^anidio^T^ethyl- (SCI) (CA INDEX NAME) 



Me- CH- CH- CH— Et 

t m 187727-35-1 . > 

IT (coned., water dispersible, stable, fabric softening compns.) 

F?rol HolfmSn Rinker, Jennifer Lea; Demeyere, Hugo Jean Marie; 
Dec?ercq Marc JoEan; Gosselink, Eugene Paul; Letton James Carey; 
llcl, Seborah Jean; Severns, John Cort; Sivik Mark Ro *ert; Vogel 
Alice Marie (The Procter .Gamble Company USA, US US 6323172 



AB 



Alice Marie vine r^tucx « — A Nn 62 l 019 

■ 9 Q 9 Q °„:: R ^ 1 9960322- US 1996-621299 19960322; US 1996-621298 
1996 03 2 2^ US 199 6 -620 6^6 19960322; US 1996-620625 19960322; US 
illl-620772 19960322; US 1996-621281 19960322; US 1996-620514 
19960322 -US 1996 - 620 958 19960322; WO 1996-US11556 19960711 
The t?tL fabric softener contains 2-80% actives that are either 
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unsatd. , or have intermediate length chains (C12-14 ) e.g. 
N,N-di (cocooyloxyethyl) -N, N-dimethylammonium chloride, and principal 
solvents ( . ltorsim. 40%) , esp. mono-ol and diol principal solvents, 
having a ClogP . apprx . 0 . 15 - 0 . 64 , preferably . apprx. 0 . 25-0 . 62 , and 
more preferably . apprx. 0 .40-0 . 60 , which are not syra. , optionally low 
mol . wt . water-sol. solvents, and optionally water-sol. Ca and/or Mg 
salts, and the balance water. An example clear liq. softener 
contained N, N-di ( cocoyloxyethyl ) -N, N-dimethylammonium chloride 27.5, 
EtOH 5.1, 1, 2-hexanediol 16%, HCl 0.005, Kathon 3 ppm, and the 
balance water. 

IT 187727-35-1, 2 , 3 -Hexanediol , 4-methyl- 

(concn. aq. clear liq. fabric softening compn. contg.) 

RN 187727-35-1 ZCAPLUS 

CN 2, 3 -Hexanediol, 4 -methyl- (9CI) (CA INDEX NAME) 



OH OH Me 

I I I 
Me- CH- CH- CH— Et 



IT' 187727-35-1, 2 , 3 -Hexanediol , 4-methyl- 

(concn. aq. clear liq. fabric softening compn. contg.) 

L26 ANSWER 3 OF 9 ZCAPLUS COPYRIGHT 2002 ACS 

1998:268582 Document No. 128:323167 Concentrated aqueous clear liquid 
fabric softening composition. Wahl , Errol Hoffman; Trinh, Toan; 
Oler, Chad James (Procter & Gamble Co., USA; Wahl, Errol Hoffman; 
Trinh, Toan; Oler, Chad James). PCT Int. Appl . WO 9817756 Al 
19980430, 153 pp. DESIGNATED STATES: W: BR, CA, CN, JP, MX, US. 
(English). CODEN: PIXXD2 . APPLICATION: WO 1997-US18932 19971021. 
PRIORITY: US 1996-28904 19961021. 

AB Principal solvents, esp. mono-ol and diol principal solvents, having 
a ClogP .apprx. 0.15 -0.64, preferably . apprx . 0 . 2 5 - 0 . 62 , and more 
preferably . apprx . 0 . 40 - 0 . 60 , have the ability to make clear aq. 
fabric softener compns. contg. relatively high concns . of fabric 
softener actives having highly unsatd. hydrocarbon moieties or 
branched chains in 2 .long-chain hydrophobic groups with specific 
cis/trans ratios and having long chain hydrocarbon groups with an 
iodine value . apprx. 70-14 0 for the unsatd. groups corresponding to 
fatty acids with the same no. of carbons and the same configuration. 
The title compn. contains .ltorsim. 40% solvents and 2-80% fabric 
softener actives, prepd. in the presence of chelating agent and/or 
antioxidant with reduced coloration and malodor. Premixes of the 
fabric softening actives, the principal solvents, and, optionally, 
other solvents are a preferred means of adding actives to complete 
formulations . 

IT 187727-35-1, 2 , 3 -Hexanediol , 4-methyl- 

( coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 

RN 187727-35-1 ZCAPLUS 

CN 2, 3 -Hexanediol, 4 -methyl- (9CI) (CA INDEX NAME) 
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OH OH Me 

I I I 
Me- CH- CH- CH- Et 



IT 187727-35-1, 2 , 3 -Hexanediol , 4-methyl- 

(concd. aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 

L26 ANSWER 4 OF 9 ZCAPLUS COPYRIGHT 2002 ACS 

1997-224021 Document No. 126:213656 Concentrated, water dispersible, 
'stable fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl , Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo 
Jean-Marie; Declercq, Marc Johan; Gosselink, Eugene Paul; Let ton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sxvik, Mark 
Robert- Vogel, Alice Marie; Rungta, Kamal Kumar; Sudarsana, Borra; 
Okamoto, Mitsuyo; et al . (Procter and Gamble Company, USA; Trmh, 
Toan- Tordil, Helen Bernardo; Wahl, Errol, Hoffman; Rmker, 
Jennifer, Lea; Demeyere, Hugo, Jean-Marie; Declercq, Marc, Johan; 
GosSelink, Eugene, Paul). PCT Int. Appl . WO 9703170 Al 19970130 
111 pp. DESIGNATED STATES: W: AL, AM, AT, AU, AZ, BB , BG, BR, BY, 
CA CH CN CZ,DE, DK, EE, ES , FI, GB , GE , HU, IL, IS, JP, KE, KG, 
KP Kr! KZ LK LR, LS, LT, LU, LV, MD, MG, MK, MN, MW, MX, NO, NZ, 
PL PT RO RU SD, SE, SG; RW : AT, BE, BF, BJ, CF, CG, CH, CI, CM, 
DE' DK! ES', FI, FR, GA, GB, GR, IE, IT, LU, MC, NL, PT, SE . 
(English). CODEN: PIXXD2 . APPLICATION: WO 1996-US11580 19960711. 
PRIORITY: US 1995-1057 19950711; US 1996-621019 19960322; US 
1996-638024 19960426. „i 
AB The title aq., coned., stable, translucent, or preferably, clear 
rinse added liq. fabric softening compns . which provide excellent 
water dispersibility in rinse water comprise a quaternary ammonium 
fabric softening active and a principal solvent of mainly diols or 
derivs and mixts . thereof. To achieve the mam object of excellent 
water dispersibility, the molar ratio of a principal solvent to a 
^ fabric softening active should be not less than 3, preferably from 
about 3 6-100 e.g., 1 , 2 -hexanediol and dimethyldioleylammonium 
chloride in 25.8:1 molar ratio, showing a homogeneous soln . m 50* 
diln. in cold water. 
IT 187727-35-1 

(coned., water dispersible, stable, fabric softening compns.) 
RN 187727-35-1 ZCAPLUS 



CN 



3 -Hexanediol, 4 -methyl- (9CI) (CA INDEX NAME) 



OH OH Me 

I I I 
Me- CH- CH- CH- Et 

TT 187727-35-1 
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(coned., water dispersible, stable, fabric softening compns . ) 
L26 ANSWER 5 OF 9 ZCAPLUS COPYRIGHT 2 002 ACS 

1997-215734 Document No. 126:200646 Solvents for concentrated, stable 
'fabric softening composition. Trinh, Toan; Tordil, Helen Bernardo; 
Wahl, Errol Hoffman; Rinker, Jennifer Lea; Vogel, Alice Marie; 
Demeyere, Hugo Jean Marie; Declercq, Marc Johan; Gosselmk, Eugene 
Paul; Letton, James .Carey; Back, Deborah Jean; Severns, John Cort ,- 
Sivik Mark Robert (Procter and Gamble Company, USA; Trinh, Toan; 
Tordil Helen Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; 
Voqel Alice Marie; Demeyere, Hugo Jean Marie; Declercq, Marc Johan; 
Gosselink, Eugene Paul; et al . ) . PCT Int. Appl . WO 9703169 Al 
19970130 277 pp. DESIGNATED STATES: W: AL, AM, AT, AU, AZ, BB, 
BG BR, BY, CA CH, CN, CZ, DE, DK, EE, ES, FI , GB, GE , HU, IL, IS 
JP KE KG KP KR, KZ , LK, LR, LS, LT, LU, LV, MD, MG, MK, MN, MW, 
MX NO, NZ, PL, PT, RO, RU, SD, SE, SG; RW : AT, BE, BF, B J, CF, CG, 
CH CI CM DE, DK, ES, FI , FR, GA, GB , GR, IE, IT, LU, MC, NL, PT, 
SE' (English). CODEN: PIXXD2 . APPLICATION: WO 1996-US11556 
19960711 PRIORITY: US 1995-1057 19950711; US 1996-621019 19960322. 
AB Principal solvents, esp. monools and diols, having a ClogP (calcd. 
IoqP where P is the octanol-water partition coeff .. of the _ 
substance) of 0.15-0.64, have the ability to make clear aq. fabric 
softener compns. contg. relatively high conens . of fabric softener 
actives having ester linkages in their long, hydrophobic chains 
The fabric softener actives are either unsatd., or have intermediate 
length chains ( . apprx. C12-14) and the principal solvents are used at 
levels of less than about 40 %. Other solvents may be present . _ 
Some of the principal solvents are novel compds . and/or novel mixts. 
Premixes of the fabric softening actives, the principal solvents 
and, optionally, other solvents are useful in the prepn. of complete 
formulation by obviating/limiting the need for heating. 

IT 187727-35-1 

(solvents for coned., stable fabric softening compn.) 

RN 187727-35-1 ZCAPLUS 

CN 2,3-Hexanediol, 4 -methyl- (9CI) (CA INDEX NAME) 



OH OH Me 

I I I 
Me- CH- CH- CH- Et 

IT 187727-35-1 

(solvents for coned., stable fabric softening compn.) 

L26 - ANSWER 6 OF 9 ZCAPLUS COPYRIGHT 2002 ACS , orH .. v 

1996-705636 Document No. 126:46787 Comparative ^stereoselectivity 
'Analysis of Crotylindium and 3-Bromoallylindium Additions to 
alpha. -Oxy Aldehydes in Aqueous and Nonaqueous Solvent Systems. 
PaqSette, Leo A . ; Mitzel , Thomas M. (Evans Chemical Laboratories, 
Ohio State University, Columbus, OH, 43210, ^A) ^ Journal of 
Organic Chemistry, 61(25), 8799-8804 (English) 1996^ ^p)EN: JOCEAH . 
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ISSN: 0022-3263. OTHER SOURCES: CASREACT 126:46787. Publisher: 
American Chemical Society -dibromopropene (2) to a 

el?!c1e" nucleophilic reaction partners xn water. 
IT 184897-19-6P 18 « 97 -";° P crotylindium and 3 -bromoallylindium to 

^Pha 0 -^ aldehydes ?n H and nonaq. solvent system, 
£■ olTSthvl-, (2 R, 3R,-rel- [partial, - <9CI> (CA INDEX 

NAME) 

Relative stereochemistry. 




RN 184897-21-0 } _ (9CI) ( CA INDEX NAME ) 

CN 2,3-Hexanediol, 4 -methyl-, '*° ' 



CN 2,3-Hexi 
Relative stereochemistry 



L26 ANSWER 7 OF 9 ^CAPLUS COPYRIGHT ■ 2 002 ACS egioEelectivi t y in 

Document No. ^^riS^SpSinS of afiphatic oxiranes: 



993 : 168901 

the epoxide -hydrolase 



Hardee 09/954,772 compound 2 



Page 6 



SSS^?-ieS)^' Chirallty,^), !85-92 (English) 1992. 
CODEN^ CHRLEP . ISSN: 0899-0042. 



RN 
CN 



The extent of substrate enant i-l-tivity and reglo.. ^ctivity^ : a 

series of aliph. 2 , 3-dialkyl- ^ d jriaiKy hydrolysis depends on the 
?heir in vitro epoxide-hydrolase-catalyzed hy y m of the 

size of the alkyl residues andont he sub ^ cis _ oxiranes i (r 

oxirane ring. The ^^ e ^f? e ^t one Me Lbstituent, shows 
= Me, Et, sec-Bu , contg . at ^st enanti oselectivity and 
complete or nearly _ complete substrate occurring with 

regioselectivity wxth ^^a? tne methy^subst ituted ring carbon atom 
inversion of configuration at the ^tny isome ric 
of ( S ) -configuration. In the hy d ^^° abolized wit h a higher rate 

trans-oxiranes h0t **ZT, Tht conversion of trimethyloxirane 
for the (2S;3S)-enantiomer. The conve ^ q£ fche 

occurs with high substrate ^^^eiec y fche 

(Sl-enantiomer and w f .^"f^? f Th differentiation of the 
monomethylsubstituted ring carbon atom. enantioselectivi ty) in the 
enant iotopic ring carbon atoms (pro du c h loxirane , leads to 

smallest aliph. ^so-oxirane, cis 2 3 ^ J h yl _ 3 -propyloxirane , 
(2R;3R)-butane-2,3-diol with ee - 86.. esents an extremely 

?46452-48-4P 146452-49-5P 146452-50-8P 
146452-51-9P 

(prepn. of) 
146452-48-4 ZCAPLUS 
2,3-Hexanediol, 4 -methyl-, 
NAME) 



[2R-(2R*,3R*,4S*)]- (9CI) (CA INDEX 



Absolute stereochemistry. 




RN 146452-49-5 ZCAPLUS 
CN 2,3-Hexanediol, 4-methyl-, [2R- 



- (2R*,3R*,4R*) ] - (9CI) 



(CA INDEX 
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NAME) 

Absolute stereochemistry. 



Me OH 




OH 



RN 146452-50-8 ZCAPLUS 

CN 2, 3 -Hexanediol , 4 -methyl-, [2S- (2R* , 3R* , 4S* ) ] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 



Me OH 




OH 



RN 14 6452-51-9 ZCAPLUS 

CN 2, 3 -Hexanediol, 4 -methyl-, [2S- (2R* , 3R* , 4R* ) ] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 



Me OH 




OH 



IT 146452-48-4P 146452-49-5P 146452-50-8P 
146452-51-9P 

(prepn. of) 

L26 ANSWER 8 OF 9 ZCAPLUS COPYRIGHT 2002 ACS 

1990:7655 Document No. 112:7655 Stereochemical aspects of the 

additions of anti-selective, crotyl organometallic reagents to 
.alpha. -alkoxy aldehydes. Martin, Stephen F . ; Li, Wei (Dep. Chem. , 
Univ. Texas, Austin, TX, 78712, USA). J. Org. Chem., 54(26), 
6129-33 (English) 1989. CODEN: JOCEAH. ISSN: 0022-3263. OTHER 
SOURCES : CASREACT 112:7655. 

GI 
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AB The nucleophilic addns . of a variety of anti- select ive crotyl 
orSanometallic reaqents MeCH : CHCH2M M = Cp2TiCl (Cp = 
e?a TSc opentadienyl) , Ti(0Ph)3, Cp2ZrCl, CrCl , and CrCl2] to 
llpha.-I^oxy aldehydes MeCH(OR)CHO (R = PhCH2 , PhCH20CH2 
Me2s5Sle3, MeOCH2CH 2 6cH2 , Ph3C) were examd^ to ascertain whether 
hiqh levels of diastereoselectivity could be achieved via * 
chelation-controlled transition state. Although the anti-adducts I 
and II ^nated (2 to >100:1) over the corresponding syn-adducts 
lit and IV ?he ratios of chelation controlled products I and III to 
tne non-chelation controlled products II and IV varied from 0 . 8 to 

IT i23807-31-8P 123807-32-9P 123807-33-0P 
123807-34-1P 

(prepn. of) 

S ^ 3 3-™dio??T™e th yl-, (2 R..3R*.«*1- <9CI> (CA INDEX NAME) 
Relative stereochemistry. 




RN 123807-32-9 ZCAPLUS 

RN 123807-33-0 ZCAPLUS (2R * 3R *4S*)- (9CI) (CA INDEX NAME) 

CN 2, 3-Hexanediol, 4 -methyl-, 12R*,jk ,*t> ) \=>^ i 



Relative stereochemistry. 
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S "3 8 ™aior™e th yl-, (2R..3S..4R.,- (9CI,- ( CA INDEX NAME ) 

Relative stereochemistry. 
Me QH 



Et 



Me 



OH 

IT 123807-31-8P 123807-32-9P 123807-33-0P 
123807-34-1P 

(prepn. of) 

T?fi ANSWER 9 OF 9 ZCAPLUS COPYRIGHT 2002 ACS 

19l 7 :^2of Document No. 106:18204 Total synthesis of neomethylnolrde . 
Inanaga, Junji; Kawanami, Yasuhiro; Yamaguchr, Masaru ( Fac . Sci 
KvuSh? Univ Fukuoka, 812, Japan). Bull. Chem. Soc. Jpn 59(5), 
Sl-8 English) 1986. CODEN : BCS JA8 . ISSN: 0009-2673. OTHER 
SOURCES: CASREACT 106:18204. 

GI 




AB ( + )-Neomethynolide (I), the aglycon of, neomethymycm, was totally 
synthesized The construction of the skeleton was carried out by 
condensing a stereoselectivity synthesized fragment, 
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4- (tert-butyldimethylsiloxy) -5- [ (2 -methoxyethoxy) methoxy] -3 -methyl - 
hexyne, with Prelog-Djerassi lactonic ester, and the mixed anhydrid 
method was used for the lactonization of an intermediate hydroxy 
acid The full stereochem. of I was established by this synthesis. 

IT 105827-03-OP 

(prepn. of) 

RN 105827-03-0 ZCAPLUS 

CN 2,3-Hexanediol, 4 -methyl-, [2S- (2R* , 3S* , 4R* ) ] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




IT 105827-03-OP 

(prepn. of) 
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L27 ANSWER 1 OF 5 ZCAPLUS COPYRIGHT 2002 ACS 

2002-271975 Document No. 136:296571 Concentrated, water dispersible, 
stable, fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl , Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo 
Jean Marie; Declercq, Marc Johan; Gosselink, Eugene Paul; Letton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sivik Mark 
Robert- Vogel, Alice Marie (The Procter & Gamble Company, USA). 
U S US 6369025 Bl 20020409, 43 pp., Cont . - in-part of U.S. Ser No . 
638 024 (English) . CODEN: USXXAM. APPLICATION: US 1998-983544 
19980427 PRIORITY: US 1995-PV1057 19950711; US 1996-621019 
19960322- US 1996-638024 19960426; WO 1996-US11580 19960711.. 

AB Anaq., coned., stable, translucent, or preferably, clear, rinse 
added liq. fabric softening compn. provided excellent H20 
dispersibility in rinse H20, and comprises a fabric softening active 
and <40% principal solvent having a ClogP .apprx.O 15-0.64 and an 
asym. structure/ Also, the compn. may contain <10% solvent selected 
from EtOH, isopropanol, propylene glycol, 1 , 3 -propanediol , propylene 
carbonate, and mixts. In order to achieve excellent H20 
dispersibility, the molar ratio of a principal solvent of a fabric 
softening active should be .gtoreq.3, preferably . apprx . 3 . 6 -100 . 

IT 187727-38-4 

(coned., water dispersible, stable, fabric softening compns . ) 

RN 187727-38-4 ZCAPLUS 

CN 2,3-Hexanediol, 5-methyl- (9CI) (CA INDEX NAME) 



OH OH 
I I 
Me— CH- CH— Bu-i 

IT 187727-38-4 

(coned., water dispersible, stable, fabric softening compns.) 

L2 7 ANSWER 2 OF 5 ZCAPLUS COPYRIGHT 2 0 02 ACS 

2001-863494 Document No. 135:373284 Concentrated, stable clear fabric 
softening composition. Trinh, Toan; Tordil, Helen Bernardo; Wahl, 
Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo Jean Marie; 
Declercq, Marc Johan; Gosselink, Eugene Paul; Letton, James Carey; 
Back, Deborah Jean; Severns, John Cort; Sivik Mark Robert /Vogel 
Alice Marie (The Procter & Gamble Company, USA). U.S. US 6323172 Bl 
9nnni27 126 dp Cont . -in-part of U.S. Ser. No. 621,019, 
abandoned (English?. CODEN: USXXAM. APPLICATION: US 1998-983542 
IslTosTs PRIORITY : US 1996-621019 19960322; US 1^6-620767 
19960322- US 1996-620627 19960322; US 1996-620513 19960322; US 
ilw-621285 19960322; US 1996-621299 19960322; US 1996-621298 
19 96 03 22 ; US 19 96-620626 19960322; US 1996-620625 19960322; US 
1996-620772 19960322; US 1996-621281 19960322; US 1996-620514 
19960322; US 1996-620958 19960322; WO 1996-US11556 19960711 

AB The title fabric softener contains 2-80% actives that are either 
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nncatd or have intermediate length chains (C12-14 ) e.g. 
N N-d?"(cocooySxyethyl) -N, N- dimethyl ammonium chloride, and principal 
qnlvents ( ltorsim. 40%) , esp. mono-ol and diol principal solvents, 
hSvInf a Clog? apprx. 0 15 -0.64, preferably . apprx. 0 . 25-0 . 62 and 
mSr^oreferSbly apprx. 0.40-0. 60, which are not sym. , optionally low 
IT. wt ef wa?er Y sol PP solvents, and optionally water-so L Ca and/or Mg 
salts, and the balance water. An example clear liq. softener 
contained N N-di (cocoyloxyethyl ) -N, N-dimethylammomum chloride 27.5, 
e?Sh 5 1, 1,2-hexanediol 16%, HC1 0.005, Kathon 3 ppm, and the 
balance water. 
tt 187727-38-4, 2 , 3 -Hexanediol , 5 -methyl- 

(concn. aq. clear liq. fabric softening compn. contg.) 

S ^3-™dio??TS t hyl- ,9CI) (CA INDEX NAME) 



OH OH 

I I 
Me— CH— CH— Bu-i 

tt 187727-38-4, 2 , 3 -Hexanediol , 5 -methyl- 

(concn. aq. clear liq. fabric softening compn. contg.) 

(EngUsn). CoSeN: PIXXD2. APPLICATION : WO 1997-US18932 19971021. 
AB ffiSi s^vent^esl'mono^'and diol principal solvents, having 
a C?oqP apprx 0 15-0. 64, preferably . apprx. 0 . 25- 0 . 62 , and more 
, ?=Mv annrx 0 40-0 60 have the ability to make clear aq. 
lata" softenl? compns. contg. relatively high concns . of fabric 
sStenel fctivL having highly unsatd. hydrocarbon ^eties or 
branched chains in 2 long-chain hydrophobic groups with specific 
cWtr'ans rttios and having long chain hydrocarbon groups with an 
?idine value apprx. 70-140 for the unsatd. groups corresponding to 
Htly acids wi?h P the same no. of carbons and the same =°f^ation. 
Ine ?itle compn. contains .Itorsim^O* seven and ^-BO^f-br^ 

Intiofidanfwltn'rlduled SlSStS™ SS ~lodor. PrLixes of the 

formulations. _ 
TT 187727-38-4, 2 , 3 -Hexanediol , 5 -methyl- r , lir , 

(coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 
ST ^^^dior^thyl- ,9CI, (CA INDEX NAME) 
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OH OH 

I I 
Me- CH- CH- Bu-i 



TT 187727-38-4 2 , 3 -Hexanediol , 5 -methyl- _ 

(coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 

L27 ANSWER 4 OF 5 ZCAPLUS COPYRIGHT 2 002 ACS ^wi* 
1997:^021 Document No . 126:213656 Concentrated water ^spersxble 
stable fabric softening compositions. Tnnh, Toan; Tordil, Helen 
Bernardo Wan?, Errol Hoffman; Rinker, Jennifer Lea; Demeyere Hugo 
Jean-jSrie; Declercq, Marc Johan; Gossel ink Eugene Paul; Letton, 
Tames Carev Back, Deborah Jean; Severns, John Cort , SiviK, uarx 
Robert ■ vogel, Alice Marie; Rungta, Kamal Kumar; Sudarsana Borra; 

111 pp. DESIGNATED STATES: W: AL, AM, AT, AU AZ , BB, BG, BR, BY, 

S: : 3: S: S: S: 5: 5: 11: |: : : |: S: : : : 

PT PT RO RU SD, SE, SG; RW: AT, BE, BF, B J, CF , CG, CH, CI, Ui ( 

ngiis^ S^'pSb?' APPLICATION:^ ^96^Sl^e0 S ?9960711 . 
PRIORITY- US 199 5^-10 57 19950711; US 1996-621019 19960322 ; US 

AB The^f^e'aq^'concd:, stable, translucent, or preferably, clear 
AB The title aq.c ' ftening com pns . which provide excellent 

waSer Sis^ersigiliS in rinsSwaLf comprise a quaternary ammonium 
fabric softening active and a principal solvent of mainly diols or 
*lrUrl and mixta thereof. To achieve the main object of excellent 

diln. in cold water. 
" 1877 (concd" 4 water dispersible, stable, fabric softening compns.) 
CN ^!S^dio??T2thyl. OCX) (CA INDEX NAME) 



OH OH 
I I 
Me— CH— CH— Bu-i 

IT 187727-38-4 
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(coned., water dispersible, stable, fabric softening compns . ) 
L2 7 ANSWER 5 OF 5 ZCAPLUS COPYRIGHT 2 002 ACS 

1997:215734 Document No. 126:200646 Solvents for concentrated, stable 
fabric softening composition. Trinh, Toan,- Tordil, Helen Bernardo; 
Wahl, Errol Hoffman; Rinker, Jennifer Lea; Vogel, Alice Marie; 
Demeyere, Hugo Jean Marie; Declercq, Marc Johan; Gosselink, Eugene 
Paul; Letton, James Carey; Back, Deborah Jean; Severns, John Cort ; 
Sivik, Mark Robert (Procter and Gamble Company, USA; Trinh, Toan; 
Tordil, Helen Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; 
Vogel, Alice Marie; Demeyere, Hugo Jean Marie; Declercq, Marc Johan; 
Gosselink, Eugene Paul; et al . ) . PCT Int. Appl . WO 9703169 Al 
19970130, 277 pp. DESIGNATED STATES: W: AL, AM, AT, AU, AZ , BB, 
BG, BR, BY, CA, CH, CN, CZ, DE , DK, EE, ES, FI, GB, GE , HU, IL, IS, 
JP, KE, KG, KP, KR, KZ, LK, LR, LS , LT, LU, LV, MD, MG, MK, MN, MW, 
MX, NO, NZ, PL, PT, RO, RU, SD, SE , SG; RW : AT, BE, BF, BJ, CF, CG, 
CH, CI, CM, DE, DK, ES, FI, FR, GA, GB , GR, IE, IT, LU, MC, NL, PT, 
SE. (English). CODEN : PIXXD2 . APPLICATION: WO 1996-US11556 
19960711. PRIORITY: US 1995-1057 19950711; US 1996-621019 19960322. 

AB Principal solvents, esp. monools and diols, having a ClogP (calcd. 
logP, where P is the octanol-water partition coeff. of the 
substance) of 0.15-0.64, have the ability to make clear aq. fabric 
softener compns. contg. relatively high conens . of fabric softener 
actives having ester linkages in their long, hydrophobic chains. 
The fabric softener actives are either unsatd., or have intermediate 
length chains ( . apprx . C12 -14 ) and the principal solvents are used at 
levels of less than about 40 %. Other solvents may be present. 
Some of the principal solvents are novel compds . and/or novel mixts . 
Premixes of the fabric softening actives, the principal solvents, 
and, optionally, other solvents are useful in the prepn. of complete 
formulation by obviating/limiting the need for heating. 

IT 187727-38-4 

(solvents for coned., stable fabric softening compn.) 

RN ' 187727-38-4 ZCAPLUS 

CN 2,3-Hexanediol, 5 -methyl- (9CI) (CA INDEX NAME) 



OH OH 
I I 
Me-CH- CH- Bu-i 

IT 187727-38-4 

(solvents for coned., stable fabric softening compn.) 
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=> d 128 1-5 cbib abs hitstr hitrn 

L2 8 ANSWER 1 OF 5 ZCAPLUS COPYRIGHT 2 002 ACS 

2002-271975 Document No. 136:296571 Concentrated, water dispersible, 
stable, fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl , Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo. 
Jean Marie; Declercq, Marc Johan; Gosselink, Eugene Paul; Let ton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sivik Mark 
Robert- Vogel, Alice Marie {The Procter & Gamble Company, USA). 
U S. US 6369025 Bl 20020409, 43 pp., Cont . - in-part of U.S. Ser No. 
638 024. (English). CODEN: USXXAM. APPLICATION: US 1998-983544 
19980427 PRIORITY: US 1995-PV1057 19950711; US 1996-621019 
19960322- US 1996-638024 19960426; WO 1996-US11580 19960711. 

AB Anaq., coned., stable, translucent, or preferably, clear, rinse 
added lia. fabric softening compn. provided excellent H^u 
Sspersibility in rinse H20, and comprises a f abric so f teningactxve 
and <40% principal solvent having a ClogP .apprx.O 15-0.64 and an 
asvm structure Also, the compn. may contain <10% solvent selected 
f^'EtOH Sopropanol! propylene glycol, 1 , 3 -propanediol , propylene 
carbonate, and mixta. In order to achieve excellent H20 
dispersibility, the molar ratio of a principal solvent of a fabric 
softening active should be .gtoreq.3, preferably .apprx. 3 . 6-100 . 

IT 187727-40-8 

(coned., water dispersible, stable, fabric softening compns . ) 

RN 187727-40-8 ZCAPLUS 

CN 3,4-Hexanediol, 2 -methyl- (9CI) (CA INDEX NAME) 



OH OH 
I I 
- CH- CH— Et 



IT 



187727-40-8 . 

(coned., water dispersible, stable, fabric softening compns.) 



too ANSWER 2 OF 5 ZCAPLUS COPYRIGHT 2002 ACS . 

2001-^3494 Document No. 135:373284 Concentrated, stable clear fabric 
softening composition. Trinh, Toan; Tordil, Helen Bernardo; Wahl , 
Brro? SSffman 1 ? Rinker, Jennifer Lea; Demeyere ^^J^™' . 
Declercq Marc Johan; Gosselink, Eugene Paul; Letton, James Carey, 
Back?Sborah Jean; Severns, John Cort; Sivik Mark Ro bert ; Vogel, 
Alice Marie (The Procter & Gamble Company, USA). U.S. US 6323172 bi 
20 11127 12 pp , Cont. -in-part of U.S. Ser. No. 621,019, 
abandoned (English). CODEN: USXXAM. APPLICATION: US 1998-983542 
Sta0925 PRIORITY : US 1996-621019 19960322; US 1996-620767 
llllllll'- US 1996-620627 19960322; US 1996-620513 19960322; US 
iIl6-62?285 19960322; US 1996-621299 19960322; US 1^6-621298 
19960322 US 1996-620626 19960322; US 1996-620625 19960322; US 
1^6-620772 19960322; US 1996-621281 19960322; US 1996-620514 
llllolllVls ^996-620958 19960322; WO 1996-US11556 19960711 

AB The title fabric softener contains 2-80% actives that are either 
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unsatd., or have intermediate length chains (C12-14 ) e.g. 
N N-di (cocooyloxyethyl) -N, N-dimethylammonium chloride, and principal 
solvents ( . ltorsim . 40%) , esp. mono-ol and diol principal solvents, 
having a ClogP . apprx . 0 . 15 - 0 . 64 , preferably . apprx. 0 . 25-0 . 62 , and 
more preferably . apprx . 0 . 40 - 0 . 60 , which are not sym. , optionally low 
mol wt water- sol. solvents, and optionally water- sol. Ca and/or Mg 
salts, and the balance water. An example clear liq. softener 
contained N, N-di (cocoyloxy ethyl) -N, N-dimethylammonium chloride 27.5, 
EtOH 5.1, 1, 2-hexanediol 16%, HCl 0.005, Kathon 3 ppm, and the 
balance water. 

IT 187727-40t8, 3 , 4 -Hexanediol , 2-methyl- 

(concn. aq. clear liq. fabric softening compn. contg.) 

RN 187727-40-8 ZCAPLUS 

CN 3, 4 -Hexanediol, 2 -methyl- (9CI) (CA INDEX NAME) 



i-Pr-CH- CH-Et 

IT 187727-40-8, 3 , 4 -Hexanediol , 2 -methyl- 

(concn. aq. clear liq. fabric softening compn. contg.) 

L28 ANSWER 3 OF 5 ZCAPLUS COPYRIGHT 2002 ACS 1imH rl 
1998:268582 Document No. 128:323167 Concentrated aqueous clear liquid 
fabric softening composition. Wahl , Errol Hoffman; Trinh Toan; 
Oler Chad James (Procter & Gamble Co., USA; Wahl, Errol Hoffman; 
?r?nh, Toan; Oler Chad James). PCT Int. Appl . WO 9817756 Al 
19980430 153 pp. DESIGNATED STATES: W: BR, CA, CN, JP, MX US 
(English). CODEN: PIXXD2 . APPLICATION: WO 1997-US18932 19971021. 
PRIORITY: US 1996-28904 19961021. 
AB Principal solvents, esp. mono-ol and diol principal solvents, having 
a Clog? .apprx. 0.15-0. 64, preferably . apprx. 0. 25-0.62, and more 
preferably apprx. 0.40-0. 60, have the ability to make clear aq 
fabric softener compns . contg. relatively high concns . of fabric 
softener actives having highly unsatd. hydrocarbon moieties or 
branched chains in 2 long-chain hydrophobic groups with specific 
cis/trans ratios and having long chain hydrocarbon groups with an 
iodine value .apprx. 70-140 for the unsatd. groups corresponding to 
fatty acids with the same no. of carbons and the same configuration. 
The title compn. contains .ltorsim. 40% solvents and 2-80% fabric 
softener actives, prepd. in the presence of chelating agent and/or 
antioxidant with' reduced coloration and malodor. 

fabric softening actives, the principal solvents, and, optionally, 
other solvent are a preferred means of adding actives to complete 
formulations. 
IT 187727-40-8, 3 , 4 -Hexanediol , 2 -methyl- 

(coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 
RN 187727-40-8 ZCAPLUS 

CN 3,4-Hexanediol, 2 -methyl- (9CI) (CA INDEX NAME) 
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OH OH 

I I 
i-Pr-CH— CH— Et 

IT 187727-40-8, 3 , 4 -Hexanediol , 2 -methyl - 

(concd. aq. clear liq. fabric softening compn . with reduced 
malodor and coloration) 

L28 ANSWER 4 OF 5 ZCAPLUS COPYRIGHT 2002 ACS 

1997-224021 Document No. 126:213656 Concentrated, water dispersible, 
stable, fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo 
Jean-Marie; Declercq, Marc Johan; Gosselink, Eugene Paul; Let ton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sivik, Mark 
Robert- Vogel, Alice Marie; Rungta, Kamal Kumar; Sudarsana, Borra; 
Okamoto, Mitsuyo; et al . (Procter and Gamble Company, USA; Trinh, 
Toan- Tordil, Helen Bernardo; Wahl,' Errol, Hoffman; Rinker , 
Jennifer, Lea; Demeyere, Hugo, Jean-Marie; Declercq, Marc, Johan; 
Gosselink, Eugene, Paul) . PCT Int. Appl . WO 9703170 Al 19970130 
111 pp DESIGNATED STATES: W: AL, AM, AT, AU, AZ, BB , BG, BR, BY, 
CA CH CN, CZ, DE, DK, EE, ES , FI , GB, GE , HU, IL, IS, JP, KE, KG, 
KP' Kr' KZ LK LR, LS, LT, LU, LV, MD, MG, MK, MN, MW, MX, NO, NZ , 
PL' PT # Ro' RU, SD, SE, SG; RW : AT, BE, BF, BJ, CF, CG, CH, CI, CM, 
DE' DK' ES, FI, FR, GA, GB , GR, IE, IT, LU, MC, NL, PT, SE . 
(Enqlish) CODEN: PIXXD2 . APPLICATION: WO 1996-US11580 19960711. 
PRIORITY: US 1995-1057 19950711; US 1996-621019 19960322; US 
1996-638024 19960426. 

AB The title aq . , coned., stable, translucent, or preferably, clear, 
rinse added liq. fabric softening compns . which provide excellent 
water dispersibility in rinse water comprise a quaternary ammonium 
fabric softening active and a principal solvent of mainly diols or 
derivs and mixts. thereof. To achieve the main object of excellent 
water dispersibility, the molar ratio of a principal solvent to a 
fabric softening active should be not less than 3, preferably from 
about 3.6-100, e.g., 1 , 2 -hexanediol and dimethyldioleylammonium 
chloride in 25.8:1 molar ratio, showing a homogeneous soln. in 50% 
diln. in cold water. 

IT 187727-40-8 

(coned., water dispersible, stable, fabric softening compns.) 

RN 187727-40-8 ZCAPLUS 

CN 3, 4 -Hexanediol, 2 -methyl- (9CI) (CA INDEX NAME) 



OH OH 
i-Pr- CH- CH— Et 
TT 187727-40-8 
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(coned., water dispersible, stable, fabric softening compns . ) 
L28 ANSWER 5 OF 5 ZCAPLUS COPYRIGHT 2002 ACS 

1997:215734 Document No. 126:200646 Solvents for concentrated, stable 
fabric softening composition. Trinh, Toan; Tordil, Helen Bernardo; 
Wahl, Errol Hoffman; Rinker, Jennifer Lea; Vogel, Alice Marie; 
Demeyere, Hugo Jean Marie; Declercq, Marc Johan; Gosselmk, Eugene 
Paul; Letton, James Carey; Back, Deborah Jean; Severns , John Cort ,- 
Sivik, Mark Robert (Procter and Gamble Company, USA; Trinh, Toan; 
Tordil, Helen Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; 
Vogel Alice Marie; Demeyere, Hugo Jean Marie; Declercq, Marc Johan; 
Gosselink, Eugene Paul; et al . ) . PCT Int. Appl . WO 9703169 Al 
19970130, 277 pp. DESIGNATED STATES: W: AL, AM, AT, AU, AZ , BB, 
BG BR, BY, CA, CH, CN, CZ, DE, DK, EE, ES, FI, GB , GE, HU, IL, IS, 
JP KE KG, KP, KR, KZ, LK, LR, LS , LT, LU, LV, MD, MG, MK, MN, MW, 
MX' NO NZ, PL, PT, RO, RU, SD, SE, SG; RW : AT, BE, BF, B J , CF, CG, 
CH' CI CM DE, DK, ES, FI, FR, GA, GB , GR, IE, IT, LU, MC, NL, PT, 
SE' (Enqlish) . CODEN : PIXXD2 . APPLICATION: WO 1996-US11556 
199607117 PRIORITY: US 1995-1057 19950711; US 1996-621019 19960322. 

AB Principal solvents, esp . monools and diols, having a ClogP (calcd. 
logP where P is the octanol -water partition coeff . of the 
substance) of 0.15-0.64, have the ability to make clear aq. fabrxc 
softener compns. contg. relatively high conens . of fabric softener 
actives having ester linkages in their long, hydrophobic chains. ^ 
The fabric softener actives are either unsatd., or have intermediate 
length chains ( . apprx . C12-14 ) and the principal solvents are used at 
levels of less than about 40 %. Other solvents may be present.. 
Some of the principal solvents are novel compds . and/or novel mixts . 
Premixes of the fabric softening actives, the principal solvents, 
and, optionally, other solvents are useful in the prepn . of complete 
formulation by obviating/ limit ing the need for heating. 

IT 187727-40-8 

(solvents for coned., stable fabric softening compn.) 

RN 187727-40-8 ZCAPLUS 

CN 3,4-Hexanediol, 2 -methyl- (9CI) (CA INDEX NAME) 



OH OH 
I I 
-Pr— CH— CH— Et 

T 187727-40-8 

(solvents for coned., stable fabric softening compn.) 
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=> d 129 1-11 cbib abs hitstr hitrn 

L29 ANSWER 1 OF 11 ZCAPLUS COPYRIGHT 2002 ACS 

2002-271975 Document No. 136:296571 Concentrated, water dispersible, 
stable, fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl , Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo 
Jean Marie; Declercq, Marc Johan; Gosselink, Eugene Paul; Letton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sivxk, Mark 
Robert; Vogel, Alice Marie (The Procter & Gamble Company, USA) . 
U S US 6369025 Bl 20020.409, 43 pp., Cont . - in-part of U.S. Ser. No. 
638*024 (English). CODEN : USXXAM. APPLICATION: US 1998-983544 
19980427 PRIORITY: US 1995-PV1057 19950711; US 1996-621019 
19960322- US 1996-638024 19960426; WO 1996-US11580 19960711. 

AB An aq , coned., stable, translucent, or preferably, clear, rinse 
added liq. fabric softening compn. provided excellent H20 _ 
dispersibility in rinse H20, and comprises a fabric softening active 
and <4 0% principal solvent having a ClogP . apprx . 0 . 15 - 0 . 64 , and an 
asym. structure. Also, the compn. may contain <10% solvent selected 
from EtOH, isopropanol, propylene glycol, 1 , 3 -propanediol , propylene 
carbonate, and mixta. In order to achieve excellent H20 
dispersibility, the molar ratio of a principal solvent of a fabric 
softening active should be .gtoreq.3, preferably . apprx. 3 . 6-100 . 

IT 100911-55-5 

(ebned , water dispersible, stable, fabric softening compns . ) 

£ ^-B^dior^S-tri-thyl- 06CI. 9CI) (CA INDEX NAME) 



OH 

I" 

HO— CH2~ C-Bu-t 



IT 100911-55-5 

(coned., water dispersible, stable, fabric softening compns.) 

L29 ANSWER 2 OF 11 ZCAPLUS COPYRIGHT 2002 ACS fabric 
2001:863494 Document No. 135:373284 Concentrated, stable clear fabric 
softening composition. Trinh, Toan; Tordil, Helen Bernardo ; Wahl , 
Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo Jean Marie, 
Declercq, Marc Johan; Gosselink, Eugene Paul; Letton James Carey; 
• Back, Deborah Jean; Severns, John Cort; Sivxk Mark Robert; Vogel, 
Alice Marie (The Procter & Gamble Company, USA). U.S. US 6323172 Bl 
20011127 126 pp., Cont .-in-part of U.S. Ser. No. 621,019, rtn „ ir>1 „ 
abandoned (English). CODEN: USXXAM. APPLICATION: US 1998-983542 
St2o925 PRIORITY ■ US 1996-621019 19960322; US 1996-620767 
\sllo222- US 199 6 -620627 19960322; US 1996-620513 19960322; US 
illI-62?285 19960322; US 1996-621299 19960322; US 1996-621298 
19960322; US 1996-620626 19960322; US 1996-620625 ^960322; US 
1996-620772 19960322; US 1996-621281 19960322; US 1996-620514 



Hardee 09/954,772 compound 5 



Page 2 



19960322- US 1996-620958 19960322; WO 1996-US11556 19960711 
AB The tillk fabric softener contains 2-80% actives that are exther 

IT 5oii;i-55-5? r i, 2 -Butanediol, 2 , 3 , 3-trimethyl- 

IT (concn. aq. clear liq. fabric softenxng compn. contg.) 

S" x?2-B^an;dio??T3 S 3-tri m eth y l- (6CI, 9CI) (CA INDEX NAME) 



HO- CH2- C-Bu-t 



IT 



100911-55-5, i,2-Butanediol, 2 , 3 , 3-trimethyl- 

(concn. aq. clear liq. fabric softenxng compn. contg.) 



L29 ANSWER 3 OF 11 ZCAPLUS 8 ~^f T c ^n^Sted aqueous dear liquid 
1998:268582 Document No. 128 . 3231b / !r on ^ , Hoffman; Trinh, Toan; 

fabric softening composition. Wahl,ErrolHotr Errol Hoffman; 

Oler, Chad James (Procter t Gam ble C o USA W ahl ^ 

Trinh, Toan; Oler, Chad James) PCT _ Int . App ^ ^ ^ ^ 

^ngxtshi 15 CoE&: ^S^LI^ioN: WO 1997-US18932 19971021. 

PRIORITY: US 1996-28904 l9961 °21- principal solvents, having 

AB Principal solvents eap. ^"^y ^pprx 0 25*0.62, and more 

a ClogP.apprx. 0.15-0. 64 preferably j* lit to raake clear aq. 

preferably . apprx. 0 . 40-0.60, ha ^ !£e a hiy - h conc ns . of fabric 
fabric softener compns . contg ^^iveiy n g moieti es or 

softener actives _ having highly n U ^td_*ydroca with specific 

branched chains in 2 i° n ?- ch ^^ h ^iP h h v drocarbon groups with an 
cis/trans ratios and ha vxng long chaxn hydrocar ^ r J? ding to 
iodine value . apprx. 70-14 0 for the unsac y * configuration, 
fatty acids with the same no ^.^ a ^rsoJvents and 2-80% fabric 
The title compn. cont ^ ns . 1 ^ S pres ° nC e S Shelat ing agent and/or 
SS^^n'rSKSi c 3 nd malodo. Premixe^of & the 

o^r^ven^r^ l ^ - tiVeS ^ COmPl€te 

jrn i° 0 l 911- 55 - 5 S • ! , 2 -Butanediol ,2,3, 3-trimethyl - 
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(coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 
S "2-Bit";Iio? CA 2 L 3 S 3-tr im eth y l, (6CI, 9 CI, (CA INDEX NAME) 



HO- CH2-C- Bu-t 
Me 



1 



TT 100911-55-5, 1,2-Butanediol, 2 , 3 , 3 - trimethyl - 

(coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 

T9P ANSWER 4 OF 11 ZCAPLUS COPYRIGHT 2002 ACS 

^97:^021 Document No. 126:213656 Concentrated water dxsperexble 
stable fabric softening compositions. Trxnh, Toan; Tordil, He J- e ^ 
Bernardo Wahl , Errol Hoffman; Rinker, Jennifer Lea; Demeyere Hugo 
jSan-MSierSeclercq, Marc Johan; Gossel ink J ; Eugene Paul; Let - 
T^rn^cs r a rev Back, Deborah Jean; Severns , John Cort ; SiviK, FiarK 
i^t% vtlkl Alice Marie; Rungta, Kamal Kumar; Sudarsana, Borra; 

i!?^,^r^i . HU PCT ^^J^K^ 

£ s~ fli S: i a a £ Si S si a a 

£' PT RO' Ru! 3D! SE SG RW: AT, BE, BF , BJ, CF, CG, CH, CI, CM, 

^^=•08^-1057 19950711; US 1996-621019 19960322; US 
AB ihftf^fa, 1 ! 9 ^:, stable, translucent, or preferably, clear 

wa^ iisSersibility "he molar ratio of a principal solvent to a 

tataic softening active should be not less than 3, preferably from 
£ U O q , 1,2-hexanediol and dimethyldioleylammonrum 

chlSridi in 25.1'=? molar ratio, showing a homogeneous soln. in 50, 

diln. in cold water. 
" ""(coned" 5 water dispersible, stable, fabric softening compns . ) 
CN i?^B u ;ln;dio™?3-trimethyl- ,6CI, 9 CI, (CA INDEX NAME) 
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H0-CH2- C-Bu-t 
Me 

IT 100911-55-5 

(coned., water dispersible, stable, fabric softening compns . ) 

L29 ANSWER 5 OF 11 ZCAPLUS COPYRIGHT 2002 ACS eh 
1997-215734 Document No. 126:200646 Solvents for concentrated, stable 
fabric softening composition. Trinh, Toan; Tordil Helen Bernardo; 
Wahl, Errol Hoffman; Rinker, Jennifer Lea; Vogel Alice Marie; 
Demeyere, Hugo Jean Marie; Declercq, Marc Johan; Gosselink Eugene 
PaulT Let-ton James Carey; Back, Deborah Jean; Sevens, John Cort, 
Sivik, Mark Robert (Procter and Gamble Company, USA; Trinh Toan; 
Tordil, Helen Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; 
. Vogel, Alice Marie; Demeyere, Hugo Jean Marie; Declercq Marc Johan, 
Golseiink, Eugene Paul; et al . ) . PCT Int Appl. W ° 97 ° 3 T 16 i z A1 BB 
19970130, 277 pp. DESIGNATED STATES: W: AL, AM AT AU AZ BB 
RC BR BY CA CH, CN, CZ, DE , DK, EE, ES, FI , GB , GE , HU, IL, IS, 

jp' ke' kg kp kr kz LK lr ls, lt, lu, LV, MD, MG, MK, mn, mw, 

Mx' NO' NZ PL PT RO RU SD, SE, SG; RW : AT, BE, BF , BJ, CF, CG, 
CH' CI CM DE DK ES FI FR, GA, GB , GR, IE, IT, LU, MC, NL, PT, 
q?' (Enalish) CODEN: PIXXD2 . APPLICATION: WO 1996-US11556 
19960711 PRIORITY : US 1995-1057 19950711; US 1996-621019 1^60322. 

AB Principal solvents, esp. monools and diols, having a ClogP (calcd. 
loqP, where P is the octanol -water partition coeff . of the 
sSbstance) of 0.15-0.64, have the ability to make clear aq. fabric 
softener compns. contg. relatively high conens . of fabric softener 
actives having ester linkages in their long, hydrophobic chains 
Tne rubric softener activel are either unsatd or have intermediate 
length chains ( . apprx . C12 -14 ) and the principal solvents are used at 
lSvels of less than about 40 %. Other solvents may be present 
Some of the principal solvents are novel compds . and/or novel mixts. 
Premixes of the fabric softening actives, the principal solvents 
and optionally, other solvents are useful in the prepn. of complete 
formulation by obviating/ limiting the need for heating. 

TT 100911-55-5 

(solvents for coned., stable fabric softening compn.) 

Z i?S"i^of^3-«ln,a t hyl- (6CI, 9CI. (CA INDEX NAME) 

OH 

I 

HO- CH2-C- Bu-t 
Me 
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IT 100911-55-5 

(solvents for coned., stable fabric softening compn.) 

L29 ANSWER 6 OF 11 ZCAPLUS COPYRIGHT 2002 ACS 

1996-637443 Document No. 125:329473 Preparation of 

aminediol -containing peptide analogs as retroviral protease 
inhibitors. Gordon, Eric M. ; Barrish, Joel C; Bisacchi Gregory 
S • Sun Chong-qing; Tino, Joseph A. ; Vite, Gregory D . ; Zahler, 
Robert (E R^SquiDb * Sons, Inc. USA). U.S US 5559256 A 
19960924 219 pp., Cont . - in-part of U.S. Ser. No. 927,027, r , nnrio 
abandoned (English). CODEN: USXXAM. APPLICATION: US 1993-79978 
SSSoSSI PRIORITY : US 1992-916916 19920720; US 1992-927027 
19920806. 

GI 




Aa-E-NR8CHR9H (OH) CH2NHCH2CH (OH) CHR9NR8-E-Ab [Aa, Ab = H, alkyl, 
rIc(-Z) R3S02, R3R4NS02, R3R4NC(:Z), R3SC(:0), R5R6R7COC ( : Z ) ; E = a 
singie bond or a peptide chain contg. 1 to J amino acids the 
N- terminus of which is bonded to Aa or Ab; R3 , R4 = H, alkyl, aryl, 
carSoSyclyl; R5 , R6 , R7 = H, alkyl, aryl carbocyclyl fluorenyl, 
alkynyl. alkenyl ; R5 , R6 , and R7 may, independently be D°ined 
together with the carbon atom to which they are bonded to form a 
mono-, bi- or tricyclic carbocyclic ring system; R8 = H, alkyl, R9 
arvlalkvl; Z = O, S; wherein: wherever they appear alone or as part 
Sf another' group unless otherwise indicated, the terms "alk." or 
"alkvl" denote a straight or branched chain satd. radical contg. 1 
to 12 carSSns in the normal chain, optionally substituted by one or 
more groups selected from (un) protected OH, oxo (with the proviso 
SSt the carbon bearing the oxo group is not adjacent t a 
heteroatom). C02H, halo, alkoxy, aryloxy, alkoxycarbonyl , etc.] or 
sal" thereof, which inhibit retroviral protease ™ d * r * HTV 
particularly useful in the treatment and/or prevention of HIV 
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infection (AIDS) , are prepd. Thus, bis (3 -amino -2 -hydroxy- 4- 
phenylbutyl) amine deriv. (I; R = H) was condensed with 
L-tert-leucine deriv. (HO-Q) using 1 -ethyl -3 - (3 - 
dimethylaminopropyl) carbodiimide hydrochloride and HOBT in 
DMF/CH2CH2 at 0 . degree . to room temp, to give the title compd. I (R 
= Q) . The latter compd. at 10 .mu.M in vitro inhibited 99% HIV 
protease and showed IC50 of 0.012 .mu.M which was the concn. of drug 
'that increased the formazan prodn . in CEM-SS cells infected with the 
RF strain of HIV to 50% of that produced by uninfected cells in the 
absence of drug. 
IT 162125-34-0P 

(prepn. of aminediol-contg . peptide analogs as retroviral 
protease inhibitors for treatment of HIV infection (AIDS) ) 
RN 162125-34-0 ZCAPLUS 

CN 1, 2-Butanediol, 2 , 3 , 3 -trimethyl- , (R) - (9CI) (CA INDEX NAME) 
Absolute stereochemistry. 



IT 162125-34-0P 

(prepn. of aminediol-contg. peptide analogs as retroviral 
protease inhibitors for treatment of HIV infection (AIDS) ) 

L2 9 ANSWER 7 OF 11 ZCAPLUS COPYRIGHT 2 002 ACS 

1996:172219 Document No. 124:344117 Carbamate HIV protease inhibitors. 
Barrish, Joel C; Spergel, Steven H. (Bristol-Myers Squibb Co., 
USA). U.S. US 5492910 A 19960220, 14 pp. (English). CODEN: 
USXXAM. APPLICATION: US 1994-341245 19941117. 

GI 



HQ Me 




OH 



t-Bu 
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0— CONHBu-t I 



A 

OH 



NH 2 



X 



AB The invention discloses compds . A-E-NR5 -CHR3 -CH (OR1 ) -CH2 -NH-CH2 - 

CH(OR2)-CHR4-02CNR6R7 including a pharmaceut ically acceptable salt 
thereof wherein: Rl and R2 are independently selected from the group 
consisting of hydrogen, alkyl , substituted alkyl , alkylene-aryl, and 
a?£yiene-substiLted aryl ; R3 and R4 are independently selected from 
the group consisting of hydrogen, alkyl, substituted alkyl, 
cycloalkyl, aryl, substituted aryl, alkylene-aryl, 
alkylene-substituted aryl, alkylene-cycloalkyl, and 
alkylene-heterocyclo; R5 is hydrogen alkyl , substituted alkyl, 
alkvlene-aryl, or alkylene-substituted aryl; R6 and R7 are 
independently selected from the group consisting of hydrogen, alkyl, 
sJStituted alkyl, alkylene-aryl, and alkylene-substituted aryl and 
Te and R7 taken Y togethL with the N-atom to which they are attached 
„„ m „ lafo u^t-prnfvrlic rincr of 5 to 7 atoms; A is H, alKyi, 
R8^ :S>? Sa^? r SSS2"SlR7NC(:Z). R8SC(:0), or R8R9R10COC ( : Z) ; 
R8 R9 RIO are independently, e.g., H, alkyl, cycloalkyl as HIV 
orotease inhibitors. Thus, e.g., epoxide ring cleavage of 
. ?e?t!SS?yicarbamic acid, [S- (R* , S*) ] -l-oxiranyl-2-phenylethyl ester 
(I prepn given) with [R- <R*,S*) ] - [3 - ami no-2 -hydroxy- 1- _ 
pheSy?methyl) propyl] carbamic acid, tert-Bu ester (II, prepn. given) 
afforded [is- [1R*,2S* (2S*,3R*) ] -3- [ [3- [ [ [ (1,1- 

Simethylethyl) amino] carbonyl] oxy] -2-hydroxy-4-p hen y^tyl^amino] -2- 
hydroxy-1- (phenylmethyl) propyl] carbamic acid ^-^^ e ^ 0 
ester (III) which exhibited 98% inhibition of HIV protease at 10 
mu M and an IC50 = 0.46 .mu.M for HIV (CEM cells) . 
IT i62125-34-0P 

(carbamate HIV protease inhibitors) 

S "^nedior^fs-t^athyl-, <R) - (9CI. ( CA INDEX NAME ) 



Absolute stereochemistry. 
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HO Me 

JX^ OH 
t-Bu R ^-^ 

IT- 162125-34-0P 

(carbamate HIV protease inhibitors) 

L2 9 ANSWER 8 OF 11 ZCAPLUS COPYRIGHT 2 002 ACS 

1996:19219 Document No. 124:202994 Synthesis and absolute 

configuration of (+) -2 , 3 , 3 -trimethyl-2 -hydroxybutanoic acid. Ahmad, 
Saleem; Spergel, Steven H . ; Barrish, Joel C . ; DiMarco, John; 
Gougoutas, Jack (Bristol-Myers Squibb Pharmaceutical Res. Institute, 
Princeton, NJ, 08543, USA). Tetrahedron: Asymmetry, 6(12), 2893-4 
(English) 1995. CODEN: TASYE3 . ISSN: 0957-4166. OTHER SOURCES: 
CASREACT 124:2 02 994. Publisher: Elsevier. 



Me 



H0 2 C^ 

A 

HO Me 




AB The abs. configuration of the title compd. (I), a key intermediate 
in the synthesis of the HIV-protease inhibitor II, has been 
confirmed as (R) by x-ray crystallog. 
IT 162125-34-0P 

(synthesis and abs. configuration of HIV protease inhibitor 
intermediate trimethyl (hydroxy) butanoic acid) 
RN 16 212 5-34-0 ZCAPLUS 

CN 1,2-Butanediol, 2 , 3 , 3 -trimethyl- , (R) - (9CI) (CA INDEX NAME) 
Absolute stereochemistry. 



162125-34-0P 

(synthesis and abs. configuration of HIV protease inhibitor 
intermediate trimethyl (hydroxy) butanoic acid) 



L2 9 ANSWER 9 OF 11 ZCAPLUS COPYRIGHT 2 0 02 ACS 
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^ S n2?irNMED STATES • ' AtTbE^CH, DE, DK, ES , FR, GB, GR, IE, 
pp. DESIGNATED STAlbb. K. ' h) . CODEN : EPXXDW . 



GI 



CH2Ph 




CH2Ph 



AB 



IT 



RN 
CN 



under Ar to give 56« III which was rerxux R2 = H) , which showed 
EtOH-cyclohexene to give 69% I (R = Rl ' ^J^^' f 0 . 09 . mu .M 
100% inhibition of HIV protease at 10 .mu.M and ic^u o 
against HIV CEM cells. 

(pre P n"°of diphenyl - substituted amino ales, as protease 

inhibitors) 

l^But»;aiol ffi ™!3- t ri n ath y l-, 00- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
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IT 162125-34-0P 

(prepn. of diphenyl-substituted amino ales, as protease 
inhibitors) 

L2 9 ANSWER 10 OF 11 ZCAPLUS COPYRIGHT 2 0 02 ACS 

1995:18086 Document No. 122:234164 The rabbit liver microsomal 

biotransformation of 1 , 1-dialkylethylenes : enantioface selection of 
epoxidation and enantioselect ivity of epoxide hydrolysis. Bellucci, 
Giuseppe; Chiappe, Cinzia; Cordoni , Antonio; Marioni, Franco (Dep. 
Bioorg. Chem. , Univ. Pisa, Pisa, Italy). Chirality, 6(3), 207-12 
(English) 1994. CODEN: CHRLEP . ISSN: 0899-0042. 

AB The rabbit liver microsomal biotransformation of 

.alpha. -methylstyrene, 2 -methyl -1-hexene, 2,4, 4-trimethyl-l-pentene, 
and 2 , 3 , 3 - trimethyl-l-butene has been investigated with the aim at 
establishing the enantioface selection of the cytochrome P 
450-promoted epoxidn. of the double bond and the enantioselect ivity 
of microsomal epoxide hydrolase (mEH) -catalyzed hydrolysis of the 
resulting epoxides. GLC on a Chiraldex G-TA (ASTEC) column was used 
to det. the enantiomeric compn. of the products. The epoxides first 
produced in incubations carried out in the presence of an NADPH 
regenerating system were not detected, being rapidly hydrolyzed by 
mEH to diols. A comparison of these results with those previously 
obtained for linear and branched chain alkyl monosubstituted 
oxiranes shows that the introduction of the second alkyl substituent 
suppresses the selectivity of the mEH reaction of the latter and 
reverses that of the former substrates . 

IT 116199-30-5P 162125-34-0P 

(rabbit liver microsomal biotransformation of dialkylethylenes : 
enantioface selection of epoxidn. and enantioselectivity of 
epoxide hydrolysis) 

RN 116199-30-5 ZCAPLUS 

CN 1,2-Butanediol, 2 , 3 , 3-trimethyl- , (S) - (9CI) (CA INDEX NAME) 
Absolute stereochemistry. 




RN 162125-34-0 ZCAPLUS 

CN 1,2-Butanediol, 2 , 3 , 3-trimethyl- , (R) - (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
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xt 116199-30-5P 162125-34-0P 

(rabbit liver microsomal biotransformation of dialkylethylenes : 

enantioface selection of epoxidn . and enantxoselect xvxty of 
epoxide hydrolysis) 

T 99 ANSWER 11 OF 11 ZCAPLUS COPYRIGHT 2002 ACS 
1988:^0281 Document No. 109:210281 The conf iguratxon of 

(-) - 2 ,3,3-trimethyl-2-hydroxybutanoxc acxd Me3 fCMe (OH) C02H, 

- -3 3 4-trimethyl-3-hydroxy-l-pentyne, and (- ) - 3"tert-b utyl 3 
methyl-i-chloroallene. Eliel, Ernest L.; Lynch, Joseph E. (Wxllxam 
2 5 ™ tv Tab Chem Univ. North Carolxna, Chapel Hill, NC, 
21*11 I'SA) Tetrahedron Le"tt . , 28 (41), 4813-16 (English) 1987. 
CODEN ': T^LEAY ISSN: 0040-4039. OTHER SOURCES : CASREACT 



S3iS-?ve 0 Syn?L^ 

g^yco? Snd application of Cram's, Prelog's and Sharpless rules. 
I16199-30-5P 

(prepn. and abs . configuration of) 
RN 116199-30-5 ZCAPLUS (g) _ (9CI) (CA INDEX NAME) 

CN 1, 2-Butanedxol , 2 , 3 , 3 - trxmecnyx , w^- 



AB 
IT 



Absolute stereochemistry. 



IT 



116199-30-5P 

(prepn. and abs. conf iguratxon of) 



^^S^TS-^S; 3 ^ STUMER AGREEMENT . 

S5Sog?«cfS5ofSSSSS"cSSSiS2iSSi-rT «», 

llll ^PDATED^Ol May 1997 ,19970501/UP) 

this file contains CAS Registry Numbers for easy and accurate 
substance Verification. Title keywords, authors, patent . 
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assignees, and patent information, e.g., patent numbers, are 
now searchable from 1907-1966. TIFF images of CA abstracts 
printed between 1907-1966 are available m the PAGE 
display formats. 

This file supports REGlstRY for direct browsing and searching of 
all substance P data from the REGISTRY file. Enter HELP FIRST for 
more information. 

=> d 123 1-3 all hitstr 

L23 ANSWER 1 OF 3 CAOLD COPYRIGHT 2002 ACS 

% ^rringSnt C o? LD alpha.. b eta.-unsatd. .Ice. to satd. aldehydes and 

ketones - (II) course of the rearrangement 
ATI Green, Maurice B.; Hickinbottom, W. J. 

iS 5?3-42-8 4364-51-6 4435-54-5 26903-66-2 39497-64-8 

41051-72-3 50965-90-7 56255-50-6 66553-15-9 81280-12-8 
100911-55-5 

IT 100911-55-5 

£ i?S?li^LoS?°^.3-tri«thyl- (6CI. 9CI) (CA INDEX NAME) 



OH 

• I 

HO- CH2-C- Bu-t 



L23 ANSWER 2 OF 3 CAOLD COPYRIGHT 20 02 ACS 

S r^ran^ ales tc , e.td aldehydes and 

ketones - (I) prepn. of . alpha . .beta . -unsatd . ales, and 1,2-diols 
and their prototropic change 

AU Green, Maurice B.; Hickinbottom W. J. 1?3 _ 0 5-7 

" 12^1 7 5°; 3 49?°0^0 7 51^4^8 3 623-36-9 

922-63-1 925-54-2 994-26-3 1070-13-9 1070-43-5 1070-66-2 

?6?7-38-5 2109-98-0 2177-38-0 2747-54-8 3491-57-4 

4364-5?-! 4417-80-5 4435-54-5 4798-58-7 5582-86-5 

S6SS-82-1 6038-09-1 6137-03-7 6137-14-0 6137-15-1 

?3?l-?2-6 7511-26-4 10473-13-9 17042-16-9 17408-48-9 

I 7 ?73-?4-9 li310-95-3 19780-25-7 20667-04-3 20754-04-5 

2lIoi-97-3 21101-98-4 22092-54-2 24580-44-7 26903-66-2 

32493-36-0 33861-38-0 33861-40-4 39497-64-8 40239-42-7 

41051-72-3 50468-22-9 50639-00-4 50965-90-7 53516-67-9 - 

535^5-58-1 56255-50-6 57003-66-4 63818-27-9 ^6553-15-9 

66553-16-0 69060-18-0 72486-21-6 84065-11-2 89856-15-5 

93667-58-4 98278-60-5 98487-55-9' 98560-72-6 98955-05-6 
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IT 
RN 
CN 



98955-06-7 98955-64-7 

101084-24-6 101084-25-7 

102438-74-4 102450-27 
102877-72-5 
117713-46-9 
100911-55-5 
100911-55-5 



100387-56-2 100869-08-7 100911-55-5 
101257-00-5 102369-71-1 102370-20-7 
102450-27-X 102450-28-2 102450-30-6 102877-66-7 
103985-90-6 103985-91-7 106594-50-7 117500-54-6 



i^^Butanidior^^-trimethyl- (6CI, 9CI) (CA INDEX NAME) 



OH 

I 

HO- CH2-C- Bu-t 
Me 



L23 

AN 

TI 

AU 

IT 



ANSWER 3 OF 3 CAOLD COPYRIGHT 2002 ACS 

vetocxty'of cleavage with Pb tetraacetate in relation to the 
ieger^oSf ^^^r^f^ ^^che, f ei , 
F . ; Schellenberger, H . 

' — - 492-70-6 

1124-96-5 
3710-31-4 
5557-31-3 
6931-71-1 
13603-63-9 
15753-47-6 
16177-37-0 
25061-77-2 
34780-00-2 
49578-06-5 
59562-82-2 
65834-10-8 
82491-67-6 
94465-37-9 
99115-05-6 
99862-80-3 



IT 
RN 
CN 



943-96-4 
1636-34-6 
4065-92-3 
5607-45-4 
6948-59-0 
14619-90-0 
15810-14-7 
16343-75-2 
27956-09-8 
37399-02-3 
50468-22-9 
60566-02-1 
66553-16-0 
86954-78-1 
94616-99-6 
99115-92-1 
100130-45-8 
101736-60-1 102540-86-3 102553-13-9 
102810-38-8 102948-95-8 102949-53-1 
103161-65-5 103277-77-6 103281-30-7 
103985-44-0 104622-96-0 105901-35-7 
^925^6-3 Io;253-89-6 109939-30-2 115001-35-9 115122-45-7 
"wiS-M-l 116027-68-0 116570-16-2 128927-39-9 
100911-55-5 

i?2-Bitlnelior2 D 3,3-« im ethyl- (SCI, 9CI) (CA INDEX NAME) 



93-56-1 
1117-86-8 
2955-63-7 
5181-75-9 
6296-92-0 
7251-51-6 
15584-48-2 
15962-87-5 
22607-10-9 
28622-70-0 
41248-13-9 
56363-86-1 
65213-66-3 
74397-18-5 
90676-29-2 
98880-19-4 
99767-31-4 
101723-76-6 
102599-52-0 
103153-96-4 
103394-01-0 



464-72-2 
1119-87-5 
2955-64-8 
5396-58-7 
6730-95-6 
13505-34-5 
15679-25-1 
16162-34-8 
24017-95-6 
33969-55-0 
42082-92-8 
57132-07-7 
65678-03-7 
74397-19-6 
91635-53-9 
98955-30-7 
99799-80-1 
101736-57-6 
102810-22-0 
103155-81-3 
103862-24- 



1069-23-4 
2888-11-1 
4486-59-3 
6217-22-7 
6970-72-5 

14619-92-2 
15870-10-7 
18021-17-5 
28509-09-3 
40459-97-0 
55489-05-9 
64484-85-1 
69180-46-7 
90676-18-9 
98560-25-9 
99182-91-9 

100911-55-5 
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OH 

I 

HO- CH2-C- Bu-t 

I 

Me 




Hardee 09/954,772 compound 6 Page 1 



=> d 130 1-7 cbib abs hitstr hitrn 

L3 0 ANSWER 1 OF 7 ZCAPLUS COPYRIGHT 2 00 2 ACS 

2002:271975 Document No. 136:296571 Concentrated, water dispersible, 
stable, fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo 
Jean Marie; Declercq, Marc Johan; Gosselink, Eugene Paul; Letton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sivik, Mark 
Robert; Vogel, Alice Marie (The Procter & Gamble Company, USA) . 
US US 6369025 Bl 20020409, 43 pp., Cont . - in-part of U.S. Ser. No. 
638,024. (English). CODEN : USXXAM. APPLICATION: US 1998-983544 
19980427. PRIORITY: US 1995-PV1057 19950711; US 1996-621019 
19960322; US 1996-638024 19960426; WO 1996-US11580 19960711. 

AB An aq., coned., stable, translucent, or preferably, clear, rinse 
added liq. fabric softening compn. provided excellent H20 
dispersibility in rinse H20, and comprises a fabric softening active 
and <40% principal solvent having a ClogP . apprx . 0 . 15- 0 . 64 , and an 
asym. structure. Also, the compn. may contain <10% solvent selected 
from EtOH, isopropanol, propylene glycol, 1 , 3 -propanediol , propylene 
carbonate, and mixts. In order to achieve excellent H20 
dispersibility, the molar ratio of a principal solvent of a fabrxc 
softening active should be . gtoreq . 3 , preferably . apprx . 3 . 6 -100 . 

IT 187727-33-9 

(coned., water dispersible, stable, fabric softening compns . ) 

RN 187727-33-9 ZCAPLUS 

CN 2, 3-Pentanediol, 3 , 4 -dimethyl- (9CI) (CA INDEX NAME) 



HO OH 

I I 

i-Pr— C— CH— Me 

I 

Me 



IT 187727-33-9 

(coned., water dispersible, stable, fabric softening compns.) 

L3 0 ANSWER 2 OF 7 ZCAPLUS COPYRIGHT 2 0 02 ACS 

2001:863494 Document No. 135:373284 Concentrated, stable clear fabric 
softening composition. Trinh, Toan; Tordil, Helen Bernardo; Wahl, 
Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo Jean Marie; 
Declercq, Marc Johan; Gosselink, Eugene Paul; Letton, James Carey; 
Back, Deborah Jean; Severns, John Cort; Sivik, Mark Robert; Vogel, 
Alice Marie (The Procter & Gamble Company, USA) . U.S. US 6323172 Bl 
20011127, 126 pp., Cont . -in-part of U.S. Ser. No. 621,019, 
abandoned. (English) . CODEN: USXXAM. APPLICATION: US 1998-983542 
19980925. PRIORITY: US 1996-621019 19960322; US 1996-620767 
19960322; US 1996-620627 19960322; US 1996-620513 19960322; US 
1996-621285 19960322; US 1996-621299 19960322; US 1996-621298 
19960322- US 1996-620626 19960322; US 1996-620625 19960322; US 
1996-620772 19960322; US 1996-621281 19960322; US 1996-620514 
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19960322; US 1996-620958 19960322; WO 1996-US11556 19960711. 

AB The title fabric softener contains 2-80% actives that are either 
unsatd., or have intermediate length chains (C12-14 ) e.g. 
N,N-di (cocooyloxyethyl) -N, N-dimethylammonium chloride, and principal 
solvents ( . ltorsim . 40% ) , esp. mono-ol and diol principal solvents, 
having a ClogP . apprx. 0 . 15-0 . 64 , preferably . apprx . 0 . 25- 0 . 62 , and 
more preferably . apprx . 0 . 4 0 - 0 . 6 0 , which are not sym. , optionally low 
mol. wt. water- sol. solvents, and optionally water- sol. Ca and/or Mg 
salts, and the balance water. An example clear liq. softener 
contained N, N-di (cocoyloxyethyl) -N, N-dimethylammonium chloride 27.5, 
EtOH 5.1, 1, 2-hexanediol 16%, HCl 0.005, Kathon 3 ppm, and the 
balance water. 

IT 187727-33-9, 2 , 3 - Pentanediol , 3 , 4 -dimethyl- 

(concn. aq. clear liq. fabric softening compn. contg.) 

RN 187727-33-9 ZCAPLUS 

CN 2, 3 -Pentanediol, 3 , 4 -dimethyl - (9CI) (CA INDEX NAME) 



HO OH 
i-Pr— C~ CH— Me 



IT 187727-33-9, 2 , 3 -Pentanediol , 3 , 4-dimethyl- 

(concn. aq. clear liq. fabric softening compn . contg.) 

L30 ANSWER 3 OF 7 ZCAPLUS COPYRIGHT 2002 ACS . 

1998-268582 Document No. 128:323167 Concentrated aqueous clear liquid 
fabric softening composition. Wahl , Errol Hoffman; Trinh, Toan; 
Oler Chad James (Procter & Gamble Co., USA; Wahl, Errol Hoffman; 
Trinh, Toan; Oler, Chad James). PCT Int. Appl . WO 9817756 Al 
19980430 153 pp. DESIGNATED STATES: W: BR, CA, CN, JP , MX, US. 
(English). CODEN : PIXXD2 . APPLICATION: WO 1997-US18932 19971021. 
PRIORITY: US 1996-28904 19961021. " 

AB Principal solvents, esp. mono-ol and diol principal solvents, having 
a ClogP . apprx. 0 .15-0.64, preferably . apprx. 0 . 25-0 . 62 , and more 
preferably . apprx. 0 . 40-0 . 60 , have the ability to make clear aq. 
fabric softener compns . contg. relatively high concns . of fabric 
softener actives having highly unsatd. hydrocarbon moieties or 
branched chains in 2 long-chain hydrophobic groups with specific 
cis /trans ratios and having long chain hydrocarbon groups with an 
iodine value . apprx. 70-14 0 for the unsatd. groups corresponding to 
fatty acids with the same no. of carbons and the same configuration. 
The title compn. contains .ltorsim. 40% solvents and 2-80% fabric 
softener actives, prepd . in the presence of chelating agent and/or 
antioxidant with reduced coloration and malodor. Premixes of the 
fabric softening actives, the principal solvents, and, optionally, 
other solvents are a preferred means of adding actives to complete 
formulations. 
IT 187727-33-9, 2 , 3 -Pentanediol , 3 , 4 -dimethyl- 
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(coned, aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 
RN 187727-33-9 ZCAPLUS 

CN 2,3-Pentanediol, 3 , 4 -dimethyl - (9CI) (CA INDEX NAME) 



i - Pr— C— CH— Me 

I 

Me 

IT 187727-33-9, 2,3-Pentanediol, 3 , 4-dimethyl- 

(concd. aq. clear liq. fabric softening compn. with reduced 
malodor and coloration) 

L3 0 ANSWER 4 OF 7 ZCAPLUS COPYRIGHT 2 002 ACS 

1997-224021 Document No. 126:213656 Concentrated, water dispersible, 
'stable fabric softening compositions. Trinh, Toan; Tordil, Helen 
Bernardo; Wahl , Errol Hoffman; Rinker, Jennifer Lea; Demeyere, Hugo 
Jean-Marie; Declercq, Marc Johan; Gosselink, Eugene Paul; Letton, 
James Carey; Back, Deborah Jean; Severns, John Cort ; Sivik, Mark 
Robert- Vogel, Alice Marie; Rungta, Kamal Kumar; Sudarsana, Borra; 
Okamoto, Mitsuyo; et al . (Procter and Gamble Company, USA; Trinh, 
Toan- Tordil, Helen Bernardo; Wahl, Errol, Hoffman; Rinker , 
Jennifer, Lea; Demeyere, Hugo, Jean-Marie; Declercq, Marc, Johan; 
Gosselink, Eugene, Paul). PCT Int. Appl . WO 9703170 Al 19970130, 
111 pp DESIGNATED STATES: W: AL, AM, AT, AU, AZ, BB , BG, BR, BY, 
CA CH CN CZ, DE , DK, EE, ES , FI, GB , GE, HU, IL, IS, JP , KE, KG, 
KP' KR' KZ LK, LR, LS, LT, LU, LV, MD, MG, MK, MN, MW, MX, NO, NZ, 
PL' Pt' RO' RU, SD, SE, SG; RW : AT, BE, BF, BJ, CF, CG, CH, CI, CM, 
DE' DK' ES, FI, FR, GA, GB , GR, IE, IT, LU, MC, NL, PT, SE . 
(Enqlish) CODEN: PIXXD2 . APPLICATION: WO 1996-US11580 19960711. 
PRIORITY: US 1995-1057 19950711; US 1996-621019 19960322; US 
1996-638024 19960426. 

AB The title aq., coned., stable, translucent, or preferably, clear, 
rinse added liq. fabric softening compns . which provide excellent 
water dispersibility in rinse water comprise a quaternary ammonium 
fabric softening active and a principal solvent of mainly diols or 
derivs. and mixts. thereof. To achieve the main object of excellent 
water dispersibility, the molar ratio of a principal solvent to a 
fabric softening active should be not less than 3, preferably from 
about 3 6-100, e.g., 1 , 2 -hexanediol and dimethyldioleylammonium ^ 
chloride in 25.8:1 molar ratio, showing a homogeneous soln. m 50^ 
diln. in cold water . 
IT 187727-33-9 

(coned., water dispersible, stable, fabric softening compns.) 
RN 187727-33-9 ZCAPLUS 

CN 2,3-Pentanediol, 3 , 4 -dimethyl - (9CI) (CA INDEX NAME) 
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i-Pr— C— CH- Me 

I 

Me 



IT 187727-33-9 

(coned., water dispersible, stable, fabric ' softening compns . ) 

L30 ANSWER 5 OF 7 ZCAPLUS COPYRIGHT 2002 ACS 

1997-215734 Document No. 126:200646 Solvents for concentrated, stable 
'fabric softening composition. Trinh, Toan; Tordil, Helen Bernardo; 
Wahl, Errol Hoffman; Rinker, Jennifer Lea; Vogel, Alice Mane ,- 
Demeyere, Hugo Jean Marie; Declercq, Marc Johan; Gosselmk Eugene 
Paul; Letton, James Carey; Back, Deborah Jean; Severns, John Cort; 
Sivik Mark Robert (Procter and Gamble Company, USA; Trinh, Toan; 
Tordil, Helen Bernardo; Wahl, Errol Hoffman; Rinker, Jennifer Lea; 
Voqel Alice Marie; Demeyere, Hugo Jean Marie; Declercq, Marc Johan; 
Ssseiink, Eugene Paul; et al . ) . PCT mt , Appl WO 9703169 Al 
19970130 277 pp. DESIGNATED STATES: W: AL, AM, AT, AU, AZ, BB 
BG BR BY, CA CH, CN, CZ , DE, DK, EE, ES, FI, GB, GE , HU, IL. IS, 



IT 



RN 
CN 



JP, KE, KG, KP 
MX, NO, NZ, PL 
CH, CI, CM, DE 
SE. (English) 



KR, KZ, 
PT , RO , 
DK, ES, 
CODEN 



LK, LR, 
RU, SD, 
FI, FR, 
PIXXD2 . 



LS, LT, LU, LV, MD, MG, MK, MN, MW, 
Se! SG; RW: AT, BE, BF, BJ, CF, CG, 
GA, GB, GR, IE, IT, LU, MC, NL, PT, 
APPLICATION: WO 1996-US11556 



1996071? PRIORITY: US 1995-1057 19950711; US 1996-621019 19960322. 



Principal solvents, esp. monools and diols, having a ClogP (calcd. 
loqP where P is the octanol -water partition coeff . of the _ 
substance) of 0.15-0.64, have the ability to make clear aq. fabric 
softener compns. contg. relatively high conens of fabric softener 
actives having ester linkages in their long, hydrophobic chains. 
The fabric softener actives are either unsatd. , or have intermediate 
length chains ( . apprx. C12-14) and the principal solvents are used at 
levels of less than about 40 %. Other solvents may be present. 
Some of the principal solvents are novel compds . and/or novel mixts. 
Premixes of the fabric softening actives, the principal solvents 
and optionally, other solvents are useful in the prepn. of complete 
formulation by obviating/limiting the need for heating. 
187727-33-9 

(solvents for coned., stable fabric softening compn.) 
187797-33-9 ZCAPLUS 

2,3-Pentanediol, 3 , 4-dimethyl- (9CI) (CA INDEX NAME) 



HO OH 

• I I 
i - Pr— C— CH— Me 

Me 
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IT 



187727-33-9 

(solvents for coned., stable fabric softening compn. 
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1993-560002 Document No. 119:160002 Direct epoxy hydroxylation of 
'hydroperoxy homoallylic alcohols: multidentate oxygen donor and 
oxygen acceptor substrates in titanium ( IV) -catalyzed epoxidations . 
Adal, Waldemar; Nestler, Bernd (Inst. Org. Chem. , Univ Wuerzburg, 
Wuerzburg, D-8700, Germany) . Journal of the American Chemical 
Society, il5 (16), 7226-31 (English) 1993. CODEN: JACSAT . ISSN: 



GI 



0002-7863 . 



A/ R2 

Rl^ ^CR3 (OH) CH (OH) Me III 

AB The hydroperoxy homoallylic ales . (R* S*) -CH2 : CMeCH (OOH) CH (OH) Me and 
(S* S*)-RlCH:CR2CR3(OOH)CH(OH)Me (I; Rl = H, Bu; R2 R3 - H Me), 
readily available through the preoxygenation of chiral allylic 
ales R1CH2CR2 : CR3CH (OH) Me (II), were converted to epoxy diols {111) 
under the catalytic action of Ti(OCHMe2)4. In these epoxy 
hydroxyXt^ns/the hydroperoxides play a double role as oxygen atom 
donor and. in the form of the in situ generated corresponding 
unsatd. diols (IV), as substrate for oxygen transfer. Compared to 
Si UV) -catalyzed epoxidns . of unsatd. diols by tert-BuOOH the 
advantage of this approach is that a large rate enhancement is _ 
obtained Moreover, with the exception of I (Rl = R2 = H, RJ - Me; , 
all Reactions proceeded with unusually high ^stereoselectivity . 
These results are rationalized in terms of the ability of the 
hydroxy-functionalized hydroperoxides (oxygen atom donors) as well 
as IV (oxygen atom acceptors) to chelate to the titanium metal in- 
?he cata^??Sally operating template. For some IV bidentate binding 
is feasible" while for other IV this is difficult due to unfavorable 
steric interactions. Important for' synthetic applications is the 
fact that II can be directly converted to III in a one-pot, two-step 
Procedure simply by adding catalytic amts. of Ti(OCHMe2)4 to a 
photooxygenated soln. of II. 
IT 150129-17-2 

(reaction of, with titanium tetra- tert-butoxide) 
RN 150129-17-2 ZCAPLUS 
TT 150129-17-2 

(reaction of, with titanium tetra- tert-butoxide) 

Tin ANSWER 7 OF 7 ZCAPLUS COPYRIGHT 2002 ACS . 

L30 AJNoWiiK / ur qt- ereoselect ivity in the reduction of 

1973-97026 Document No. 78:97026 btereoseiecuvii-y -l 

aliphatic alpha. -ketols with aluminum hydride reagents. 

KatSneiLnbogen, John A. ; Bowlus, Stephen B. (Dep. Chem., Univ. 
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Illinois, Urbana, 111., USA). J. Org. Chem., 38(4), 627-32 
(English) 1973. CODEN : JOCEAH . 

AB Redn. of 6 . alpha . -ketols with different patterns of substitution 
and size of substituents was investigated using 7 Al hydride 
reagents. The ratio of diastereomeric diols produced was detd. by 
220 MHz NMR anal. In each case the predominant diol was the one 
predicted by Cram's cyclic model. The degree of stereoselectivity 
correlates well with . alpha . -ketol structure with only 1 reagent 
(triisobutylaluminum) . With the other (agglomerated) reagents, 
selectivity is related only in an irregular manner to . alpha . -ketol 
structure . 

IT 37164-04-8P 37164-05-9P 

(prepn. and configuration of, NMR in relation to) 

RN 37164-04-8 ZCAPLUS 

CN 2, 3-Pentanediol, 3 , 4-dimethyl- , (R*,S*)- (9CI) (CA INDEX NAME) 
Relative stereochemistry. 



OH 




RN 3 7164-05-9 ZCAPLUS 

CN 2, 3-Pentanediol, 3 , 4 -dimethyl- , (R*,R*)- (9CI) (CA INDEX NAME) 
Relative stereochemistry. 



OH 




37164-04-8P 37164-05-9P 

(prepn. and configuration of, NMR in relation to) 



